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TITLE OF THE INVENTION 
MITOTIC KINESIN BINDING SITE 

FIELD OF THE INVENTION 

The present invention generally pertains to the fields of 
molecular biology, protein purification, protein crystallization, X-ray 
diffraction analysis, three-dimensional structural determination, rational 
drug design and molecular modeling of motor proteins, in particular - 
Kinesin Spindle Protein (KSP). Compositions and crystals of KSP with a 
KSP inhibitor bound to the protein at the novel ligand binding site identified 
herein are also provided. The crystallized KSP is physically analyzed by X- 
ray diffraction techniques. The resulting X-ray diffraction patterns are of 
sufficiently high resolution to be useful for determining the three- 
dimensional structure of inhibitor-bound KSP. Those atomic coordinates 
are useful in molecular modeling of related proteins and rational drug design 
(RDD) of mimetics and ligands for KSP and related proteins. Methods of 
using the structure coordinates of KSP in complex with an inhibitor for the 
design of pharmaceutical compositions which inhibit the biological function 
of KSP, particularly those biological functions mediated by molecular 
interactions involving KSP are also disclosed. 

BACKGROUND OF THE INVENTION 

Cancer remains one of the leading causes of death in the 
United States. Clinically, a broad variety of medical approaches, including 
surgery, radiation therapy and chemotherapeutic drug therapy are currently 
being used in the treatment of human cancer (see the textbook CANCER: 
Principles & Practice of Oncology, 6th Edition, De Vita et a]., eds., J. B. 
Lippincott Company, Philadelphia, Pa., 2001). However, it is recognized 
that such approaches continue to be limited by a fundamental lack of a clear 
understanding of the precise cellular bases of malignant transformation and 
neoplastic growth. 

The control of cell division is one of the most basic aspects of 
multicellular existence. Uncontrolled cell growth and division, which 
produces cells that divide when they should not, produces contiguous 
cellular masses called tumors that are the basis for many cancers. 
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A common strategy for cancer therapy is the development of 
drugs that interupt the cell cycle during the stage of mitosis. Compounds 
that perturb shortening (depolymerization) or lengthening (polymerization) 
cause arrest of the cell cycle in mitosis due to perturbation of the normal 
mictrotubule dynamics necessary for the chromosome movement. 
(Compton, D. A., et al., (1999) Science 286:913-914). A common 
denominator attending these compounds is that they arrest cells in mitosis by 
inhibiting spindle assembly (Compton, D. A., et al., (1999) Science 
286:313-314). More recently, some agents such as monastrol have been 
implicated in inhibiting mitosis by blocking the function of essential 
proteins, such as mitotic proteins. (Mayer, T.U. et al., (1999) Science 286: 
971-974). 

The motor protein, kinesin, was discovered in 1985 in squid 
axoplasnou R. D. Vale et al., Identification of a Novel Force-generating 
Protein, Kinesin, Involved in Microtubule-based Motility, Cell 42:39-50 
(1985). In the last few years, it has been discovered that kinesin is just one 
member of a very large family of motor proteins. E.g M S. A. Endow, The 
Emerging Kinesin Family of Microtubule Motor Proteins, 16 Trends 
Biochem. Sci. 221 (1991); L. S. B. Goldstein, The Kinesin Superfamily: 
Tails of Functional Redundancy, 1 Trends Cell Biol. 93 (1991); R. J. 
Stewart et al., Identification and Partial Characterization of Six Members of 
the Kinesin Superfamily in Drosophila. Proa Nat'lAcad. Sci. USA 88:8470 
(1991). Other motor proteins include dynein, e.g. M.-G. Li et al., Drosophila 
Cytoplasmic Dynein, a Microtubule Motor that is Asymmetrically Localized 
in the Oocyte, J. Cell Biol 126:1475-1493 (1994), and myosin, e.g. T. Q. P. 
Uyeda et al., J. Molec. Biol 214:699-710 (1990). 

Mitotic kinesins are enzymes essential for assembly and 
function of the mitotic spindle, but are not generally part of other 
microtubule structures, such as in nerve processes. These essential 
microtubule-based motor proteins travel along microtubules reaching into 
every corner of the cell. Mitotic kinesins play essential roles during all 
phases of mitosis. These proteins can be conceptualized as biological 
machines that transduce chemical energy into mechanical forces and motion. 
Kinesins use the energy derived from ATP hydrolysis to power their 
movement unidirectionally along microtubules and to transport molecular 
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cargo to specific destinations. During mitosis, kinesins organize 
microtubules into the bipolar structure that is the mitotic spindle. Kinesins 
mediate movement of chromosomes along spindle microtubules, as well as 
structural changes in the mitotic spindle associated with specific phases of 
mitosis. Experimental perturbation of mitotic kinesin function causes 
malformation or dysfunction of the mitotic spindle, frequently resulting in 
cell cycle arrest and cell death. It is rapidly becoming clear that mictrotubule 
motors play a crucial role in the functions of microtubules in mitosis. 

Among the mitotic kinesins which have been identified is 
Kinesin Spindle Protein (KSP). KSP belongs to the BimC family of 
kinesins which are essentially a conserved kinesin subfamily of plus 
end-directed microtubule motors that assemble into bipolar homotetramers 
consisting of anti-parallel homodimers. Human KSP (also termed HsEg5) 
has been described [Blangy, et al., Cell, 83:1159-69 (1995); Whitehead, et 
al., Arthritis Rheum., 39:1635-42 (1996); Galgio et al., J. Cell BioL, 
135:339-414 (1996); Blangy, et al., J Biol. Chem., 272:19418-24 (1997); 
Blangy, et al., Cell Motil Cytoskeleton, 40:174-82 (1998); Whitehead and 
Rattner, J. Cell Sci., 111:2551-61 (1998); Kaiser, et al., JBC 274:18925-31 
(1999); GenBank accession numbers: X85137, NM004523 and U37426] , 
and a fragment of the KSP gene (TRIP5) has been described [Lee, et aL, Mol 
Endocrinol., 9:243-54 (1995); GenBank accession number L40372]. 
Xenopus KSP homologs (Eg5), as well as Drosophila K-LP61 F/KRP 130 
have been reported. KSP is a mitotic kinesin protein essential for proper 
DNA division in cells. 

During mitosis KSP associates with microtubules of the 
mitotic spindle. Microinjection of antibodies directed against KSP into 
human cells prevents spindle pole separation during prometaphase, giving 
rise to monopolar spindles and causing mitotic airest and induction of 
programmed cell death. The current model of KSP function in mitosis 
envisions that KSP and related kinesins in other, non-human, organisms, 
bundle antiparallel microtubules and slide them relative to one another, thus 
forcing the two spindle poles apart. KSP may also mediate anaphase B 
spindle elongation and focussing of microtubules at the spindle pole. The 
mitotic spindle has been the subject of considerable research. The study of 
mitotic spindle proteins, such as microtubules, has yielded anti-mitotic 



-3- 



compounds with important applications in cancer chemotherapy. The 
demonstrated effectiveness of these anti-mitotic compounds in important 
medical and agricultural applications demonstrates the desirability of 
identifying and characterizing anti-mitotic compound development 
candidates. 

Because defects in the function of KSP have been implicated 
in cell cycle arrest, agents and/or compounds that modulate the activity of 
this kinesin will find use in the treatment of hyper-proliferative cell 
disorders such as cancer. 

Medicaments generally exhibit their biological activities 
through strong interactions with their respective targets. Recently, advances 
in protein crystallography and computational chemistry have introduced a 
new method of structure-based drug design into the field of drug 
development. X-ray crystallography (crystallography) is an established, well- 
studied technique that provides what can be best described as a three- 
dimensional picture of what a molecule looks like in a crystal. Scientists 
have used crystallography to solve the crystal structures for many 
biologically important molecules. Many classes of biomolecules can be 
studied by crystallography, including, but not limited to, proteins, DNA, 
RNA and viruses. 

Crystallography has been used extensively to view ligand- 
protein complexes for structure-based drug design. To view such complexes, 
known ligands are usually soaked into the target molecule crystal, followed 
by crystallography of the complex. Sometimes, it is necessary to co- 
crystallize the ligands with the target molecule to obtain a suitable crystal. 

Given a "picture" of a target biomolecule or a ligand-protein 
complex, scientists can look for pockets or receptors where biological 
activity can take place. Thereafter, scientists can experimentally or 
computationally design high-affinity ligands (or drugs) for the 
protein/receptors. Computational methods have alternatively been used to 
screen for the binding of small molecules. This approach is also useful for 
developing new anti-mitotic agents 

Recently, independent efforts have confirmed the role of 
mitotic kinesins as critical mediators of microtubule organization during 
mitosis. It is postulated that blocking the biological function of motor 
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proteins, e.g., human KSP, will lead to cell arrest. While the binary structure 
of KSP complexed with ADP has been published, (Turner et ah, Journal of 
Biological Chemistry, 276; 25496-25502 (2001), no ternary structure of 
KSP complexed with a modulator, e.g., inhibitor, has heretofore been 
published. Consequently, until the present invention, which details the 
structural coordinates of human KSP with various ligands, albeit inhibitors, 
the identity and characterization of the novel binding site detailed herein was 
heretofore never available for rational drug design. As such, drug discovery 
efforts directed towards the KSP protein have been hampered by the lack of 
structural information about this protein and its complex with a ligand, e.g., 
monastrol. Such structural information would provide valuable information 
in discovery of anti-mitotic agents. 

The inventors provide herein crystals of KSP, complexed 
with a ligand, containing a novel, induced-fit binding site and have 
determined its three-dimensional structure. With this information, it is now 
possible, for the first time, to rationally design inhibitors of KSP, which can 
function as anti-mitotic agents, e.g. compounds which inhibit spindle pole 
separation during mitosis, thereby effectively inducing cell arrest. It is 
believed that no one has heretofore reported determining the three- 
dimensional structure of the binding site identified herein. 

Advantageous therapeutic embodiments would therefore 
comprise therapeutic and/or diagnostic agents based on or derived from the 
three-dimensional crystal structure of KSP including its novel binding site 
identified herein that have one or more than one of the functional activities 
of KSP. Additional therapeutic embodiments would comprise therapeutic 
and/or diagnostic agents based on or derived from molecular modeling of 
other members of the BimC protein family using the three-dimensional 
crystal structure of KSP and its binding site provided herein. 

In accordance therewith, the novel-binding site disclosed 
herein is considered a potential target for anti-mitotic agents. In addition, 
the invention provides a process for creation of ligand candidate structures 
by means of a computer, using the structural coordinates of KSP's binding 
site provided herein. Furthermore, the information provided herein will 
enable one to search for ligand structures from a three-dimensional structure 
database containing known compounds. 
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SUMMARY OF THE INVENTION 

The present invention is directed to the identification, 
characterization and three-dimensional structure of a novel ligand binding 
site of KSP. Binding of ligands to the novel binding site result in a 
conformational change in the three-dimensional structure of the protein and 
a modulation of the activity of KSP. This conformational change in turn 
results in the formation of a novel binding pocket in the KSP protein, which 
comprises the novel binding site of the instant invention. It has been further 
discovered that the formation of the novel binding pocket is facilitated by 
the concurrent binding of a nucleotide substrate or substrates to the protein. 
Moreover, the instant invention provides an attractive target for the rational 
design of potent and selective inhibitors of KSP identified by the methods of 
the invention, particularly new lead compounds useful in treating hyper- 
proliferative and KSP-dependent disorders. 

BRIEF DESCRIPTION OF THE DRAWINGS 

FIGURE 1 An X-ray oscillation diffraction picture from a 
crystal of KSP in complex with (-f Vmonastrol and ADP (Compound 5-2b) . 

FIGURE 2 The KSP-ADP-f+Vmonastrol complex as 
shown in a ribbon presentation. The structure of the KSP~ADP-(+)- 
monastrol (Compound 5-2b) complex is shown in a ribbon representation. 
The bound conformations of ADP and Compound 5-2b are also given 
together with their respective electron density. The location Compound 5- 
2b, the active isomer of monastrol, is seen at a novel induced-fit site, some 
12A distal from the nucleotide-binding,site and catalytic center of the 
enzyme. 

FIGURE 3 f+VMonastrol binding between helix-cc2 and 
helix-a3. (+)-monastrol (Compound 5-2b) is seen to bind in between (the 
insertion loop of) helix-cc2 and helix-oc3 (which is immediately preceding 
the 'Switch V typically seen in all kinesins). Also shown are the side-chains 
of Argl 19 and Tyr211. These two residues move upward and outward, 
yielding space to accommodate the binding of the inhibitor. At the same 
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time, the insertion loop of helix cx2 relocates its main-chain location with a 
downward shift of ~8A; the side-chain of its Trpl27 as a result swings 
inward by ~10A, capping the entrance of the induced-fit cavity together with 
the side-chains of Argll9 and Tyr211. lining the newly formed pocket and 
surrounding the inhibitor are residues 115-119, 127, 130, 132-134, 136, 
137, 160, 211, 214, 215, 217, 218, 221 and 239. 

FIGURE 4 Comparison between the binary and ternary 
structure shown in ribbon presentation. The conformational alteration 
observed for the kinesin structure upon Compound 5-2b binding to the 
ADP-binary complex is not limited to the immediate vicinity of the 
inhibitor. Rearrangements of protein moieties are spread throughout the 
enzyme upon (+>monastrol binding, including in the switch I, switch II and 
neck linker region, with the exception that the nucleotide binding site of the 
protein as well as its P-sheet structure remaining basically unchanged. 

FIGURES Conformational alteration of KSP structure 
u pon ligand binding shown in ribbon presentation. In the Switch 1 area of 
KSP, as circled, the main-chain re-orients its geometry significantly on both 
ends of Ala230. Although the helicity of the Switch 1 region is unchanged, 
the pitch at the C-terminal end of helix-a3 is increased in the ternary 
complex (green) from that in the binary complex (red). 

FIGURE 6 Conformational alteration of KSP structure 
upon ligand binding shown in ribbon presentation. In the Switch 2 region of 
KSP, which is located on the opposite side of the (+)-monastrol binding site, 
as circled, the C-terminal end of helix a-4 is repositioned significantly. The 
tip of the helix, in the Switch 2 region of KSP, near Arg305 is moved by 
~6A in the ternary complex (green) from its location in the binary complex 
(red). 

FIGURE 7 Conformational alteration of KSP structure 
upon ligand binding shown in ribbon presentation. In the neck-linker region 
of KSP, which is the C-terminal portion of the protein construct, the residues 
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beginning from Lys357 to Phe362 swing by almost 180° in the ternary 
complex from its position in the ADP binary complex. Although residues 
363-368 are present in the protein, they are disordered in the crystal and 
hence offer no electron density. The neck-linker region of KSP is circled. A 
close-up view is depicted, comparing the neck-linker region in the ternary 
complex (green) to that in the binary complex (red). 

FIGURE 8 Conformational alteration of KSP structure 
upon lieand binding. A close-up view comparing the nucleotide-binding site 
in the binary and ternary complexes of KSP is shown. Within experimental 
errors, most of the backbone and side-chains for the two complexes in this 
region of the protein can be super-positioned. 

FIGURE 9 Motor Domain of Human KSP, Amino Acids 

1-368. 

FIGURE 10 Binding Pocket of human KSP. 

FIGURE 11 KSP/Compound 5-2b fluorescence data. 
Compound 5-2b demonstrates a dose dependent decrease on the 
fluorescence of Trpl27 in the presence of ADP or AMPPNP. These data 
indicate that the fluorescence assay is useful to measure potential KSP 
inhibitors. In the absence of the nucleotide, 5-2b does not cause a decrease 
on Trpl27 fluorescence, suggesting the inability of 5-2b to bind to KSP in 
the absence of the nucleotide. 

FIGURE 12 KSP/Compound 8-1 fluorescence data. 
Compound 8-1 demonstrates a dose dependent decrease on the fluorescence 
of Trpl27 in the presence of ADP or AMPPNP. These data indicate that the 
fluorescence assay is useful to measure potential KSP inhibitors. In the 
absence of the nucleotide, 8-1 does not cause a decrease on Trpl27 
fluorescence, suggesting the inability of 8-1 to bind to KSP in the absence of 
the nucleotide. 
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FIGURE 13 KSP/Compound 1-7 fluorescence data. 
Compound 1-7 demonstrates a dose dependent decrease on the fluorescence 
of Trpl27 in the presence of ADP or AMPPNR These data indicate that the 
fluorescence assay is useful to measure potential KSP inhibitors. In the 
absence of the nucleotide, 1-7 does not cause a decrease on Trpl27 
fluorescence, suggesting the inability of 1-7 to bind to KSP in the absence of 
the nucleotide. 
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coordinates. 
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TABLE 1 KSP motor domain/Compound 5-2b X-ray 



TABLE 2 KSP motor domain/Compound 1-7 X-ray 



TABLE 3 KSP motor domain/Compound 2-7 X-ray 



TABLE 4 KSP motor domain/Compound 4-2a X-ray 



TABLE 5 Novel KSP ligand binding site/Compound 5- 
2b X-ray coordinates. 

DETAILED DESCRIPTION OF THE INVENTION 

"Conservative substitutions" are those amino acid 
substitutions which are functionally equivalent to the substituted amino acid 
residue, either by way of having similar polarity, steric arrangement, or by 
belonging to the same class as the substituted residue (e.g., hydrophobic, 
acidic or basic), and includes substitutions having an inconsequential effect 
on the three-dimensional structure of KSP with respect to the use of said 
structure for the identification and design of KSP or KSP complex 
inhibitors, for molecular replacement analyses and/or for homology 
modeling. 
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Amino acid sequence "similarity" is a measure of the degree to which 
aligned amino acid sequences possess identical amino acids or conservative amino 
acid substitutions at corresponding positions. 

A "fragment" of KSP is meant to refer to a protein molecule which 
contains a portion of the complete amino acid sequence of the wild type or reference 
protein. 

As used herein, a "variant" of a KSP protein refers to a polypeptide 
having an amino acid sequence with one or more amino acid substitutions, insertions, 
and/or deletions compared to the sequence of the invention receptor protein. 
Generally, differences are limited so that the sequences of the reference (native or 
wild type KSP) and the variant are closely similar overall, and in many regions, 
identical. Such variants are generally biologically active and necessarily have less than 
100% sequence identity with the polypeptide of interest. 

Preferably, the biologically active variant KSP has an amino acid 
sequence sharing at least about 80% amino acid sequence identity with the reference 
KSP, preferably at least about 85%, more preferably at least about 90%, and most 
preferably at least about 90%. Amino-acid substitutions are preferably substitutions 
of single amino-acid residues. Preferably, such polypeptides also possess 
characteristic structural features and biological activity of a native KSP polypeptide. 
For example, variants of KSP are characterized as contain key functional residues that 
participate in ligand binding. These polypeptide fragments, in turn, have been 
derivatized by methods akin to traditional drug development. Preferred polypeptides 
and polynucleotides of the present invention are expected to have, inter alia, similar 
biological functions/properties to their homologous polypeptides and polynucleotides. 
Furthermore, preferred polypeptides and polynucleotides of the present invention have 
at least one GPR25 activity. 

Sequence similarity or percent similarity can be determined, for 
example, by comparing sequence information using sequence analysis software such 
as the GAP computer program, version 6.0, available from the University of 
Wisconsin Genetics Computer Group (UWGCG). The GAP program utilizes the 
alignment method of Needleman and Wunsch (J. Mol. Biol. 48:443, 1970), as revised 
by Smith and Waterman (Adv. Appl. Math. 2:482, 1981). 

As used herein, an "binding site" refers to a region of a molecule or 
molecular complex that, as a result of its shape and charge potential, favorably 
interacts or associates with another agent (including, without limitation, a protein, 
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polypeptide, peptide, nucleic acid, including DNA or RNA, molecule, compound, 
antibody or drug) via various covalent and/or non-covalent binding forces. 

The terms "ligand binding site" and tc binding site" are used 
interchangeably and refer to a region of a human KSP resulting from the 
complex of a ligand with KSP. It is believed that this ligand binding site, as 
a result of its shape and charge potential, favorably interacts or associates 
with a ligand or binding partner, which is preferably an inhibitor of KSP 
function. The binding of the ligand to this binding site induces global 
conformational changes to the KSP protein, thereby potentially modulating 
the mitotic activity of the protein and thereby inhibiting cell division and 
facilitating cell arrest. A ligand binding site according to the present 
invention may include, for example, the actual site of any one of the herein 
disclosed compounds binding with KSP, as well as any other moiety - 
chemical or biological - which preferably inhibits the activities of KSP by 
binding to the ligand binding site disclosed herein. 

As used herein, the terms "bind" and "binding" when used to 
describe the interaction of a ligand with a binding site or a group of amino 
acids means that the binding site or group of amino acids are capable of 
forming a covalent or non-covalent bond or bonds with the ligand. 
Preferably, the binding between the ligand and the binding site or amino 
acid(s) is non-covalent. Such a non-covalent bond includes a hydrogen 
bond, an electrostatic bond, a van der Waals bond or the like. The binding 
of the ligand to the binding site may also be characterized by the ability of 
the ligand to co-crystallize with KSP within the novel binding pocket of the 
instant invention. It is further understood that the use of the terms "bind" 
and "binding" when referring to the interaction of a ligand with the novel 
binding site of the instant invention includes the covalent or non-covalent 
interactions of the ligand with all or some of the amino acid residues 
comprising the binding site. 

A "KSP complex" refers to a co-complex of a 
molecule/complex comprising the KSP in bound association with a ligand 
either by covalent or non-covalent binding forces at the binding site 
disclosed herein. A non-limiting example of a KSP complex includes KSP- 
(+)-monastrol, or KSP bound to any one of the compounds listed herein. 
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The present invention relates to the three-dimensional 
structure of ligand bound-KSP or of a KSP analogue, and more specifically, 
to the structure of KSP's binding site as determined using X-ray 
crystallography and various computer modeling techniques. The coordinates 
of KSP bound to ADP and one of the ligand compounds described herein as 
shown in Tables 1-4 (relating to the entire motor domain), are useful for a 
number of applications, including, but not limited to, the characterization of 
a three-dimensional structure of KSP including its novel binding site, as well 
as the visualization, identification and characterization of a KSP ligand 
binding site. The ligand binding site structure(s) may then be used to predict 
the orientation and binding affinity of a designed or selected inhibitor of 
KSP, a KSP analogue or of a KSP complex. In general, KSP structures 
referred to herein are the KSP - ligand bound conformation of KSP. As an 
example, when referring to an antibody specific for the KSP of the 
invention, it means an antibody having an affinity for the KSP-ligand bound 
conformation disclosed herein. 

In particular, the invention is drawn to the three-dimensional 
structure of a ligand bound KSP e.g., when bound to a ligand, preferably an 
inhibitor. 

The amino acid sequence of the motor domain of human KSP 
is depicted in SEQ ID NO:l. These amino acids correspond to residues 1- 
368 of the native protein. Another aspect of the invention is a substantially 
pure isolated amino acid of the amino acid sequence set forth in SEQ ID 
NO:l. Another aspect of the invention is a variant of that isolated amino 
acid. Preferably the variant of the amino acid of SEQ ID NO:l comprises 
one or more amino acid substitution(s) or deletion(s) of one or more of the 
amino acids that form the novel binding pocket of the instant invention. 
More preferably the variant of the amino acid of SEQ ID NO:l comprises an 
amino acid substitution of one of the amino acids which form the novel 
binding pocket of the instant invention. 

Another aspect of the invention is an isolated variant of KSP 
wherein the variant comprises one or more amino acid substitution(s) or 
deletion(s) of one or more of the amino acids that form the novel binding 
pocket of the instant invention. More preferably the variant of KSP 
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comprises an amino acid substitution of one of the amino acids which form 
the novel binding pocket of the instant invention. 

The KSP of the invention preferably comprises a ligand 
binding site characterized by the amino acid residues as set forth in Figure 
10 or the relative structural coordinates of those amino acid residues 
according to Tables 1-4 ± a root mean square deviation from the conserved 
backbone atoms of said amino acids of not more than about 2.0 A (or more 
preferably, not more than about 1.0 A, and most preferably, not more than 
about 0.5 A). It is understood that the amino acids listed above represent the 
residues defining the novel binding pocket formed upon the complexation of 
a ligand of the invention with KSP. It is further understood that specific 
binding interactions between the listed residues may or may not occur based 
on the size of the ligand and structure of the ligand. It is also understood 
that the computational length of the allowable van der Waals interactions is 
also a factor when determining whether an amino acid residue binds to a 
ligand. It is therefore understood that the binding of a ligand of the instant 
invention may take place between those residues listed in Figure 10 or a 
subset thereof. 

It has been surprisingly discovered that compounds 
previously disclosed as kinesin inhibitors, and other recently identified 
inhibitors of KSP, bind to the KSP protein at the novel binding site 
described herein. In particular, (+)-monastrol (Compound 5-2b), a 
compound previously described as inhibiting KSP kinesin activity (see 
Mayer, T. U. et al. Science 286:971 (1999)) has been found to be a ligand of 
the novel binding site of the invention. Inhibitors of KSP have also been 
disclosed in pending U.S. provisional applications Ser. Nos. 60/344,453 
(Case 20990PV), 60/338,383 (Case 20995PV), 60/338,380 (Case 20996PV), 
60/338,779 (Case 20997PV), 60/338,344 (Case 20998PV), 60/338,379 
(Case 20999PV), 60/362,922 (Case 21047PV), 60/383,449 (Case 21018PV), 
60/383,478 (Case 21060PV), 60/388,621 (Case 21 1 14PV, filed June 14, 
2002) and 60/388,828 (Case 21 1 19PV, filed June 14, 2002). Additionally, 
inhibitors of KSP kinesin activity are described in PCT Publications WO 
01/30768 and WO 01/98278. 

The 3-dimensional structure of KSP, bound with Mg^-ADP 
and Compound 5-2b, was determined at 2.5A resolution. Compound 5~2b 
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was found to bind to KSP via an induced-fit some 12A away from the 
catalytic center of the enzyme, resulting in the creation of a previously 
unknown binding pocket that is non-existent in the absence of Compound 5- 
2b (or the other ligands described herein). The binding of Compound 5-2b 
also introduced significant alteration to the structural conformation in other 
regions of the KSP motor protein, with the interesting exception that the 
nucleotide-binding pocket was virtually unaltered from that seen in the ADP 
binary complex. An analysis of the temperature-factor distribution in the 
ADP binary and ADP/5-2b ternary complexes of KSP revealed that the 
protein region surrounding the induced-fit binding pocket of 5-2b became 
highly rigid upon 5-2b binding. 

Using the seeding method, high quality single crystals were 
obtained for KSP prepared in the presence of ADP and 5-2b. A diffraction 
data set to 2.5A resolution was collected and processed in the orthorhombic 
P2|2i2i space group. The R sym was 0.084 and the data completeness was 
99%. The cell dimensions were 69.5A, 79.5A and 159.0A. An oscillation 
X-ray diffraction picture of a KSP crystal is given in Figure 1. 

The 3-dimensional, tertiary structure of KSP, bound with 
Mg^-ADP and 5-2b, was determined at 2.5A resolution with use of phases 
derived from a combination of molecular replacement, extensive manual 
rebuilding, and dynamic refinement. Two identical protein complexes were 
found in the asymmetric unit of the crystal and were related by a local, non- 
crystallographic 2-fold axis. For each, the electron density of the protein as 
well as those of the ligands (ADP, Mg^, and 5-2b) was all well defined. 5- 
2b was seen to be of the S handedness. Residues 2-17, 272-286, and 363- 
368 were disordered and showed no electron densities (The N-terminal Metl 
residue was processed upon expression). 

The structure of the KSP/ADP/Compound 5-2b complex is 
shown (Figure 2) in a ribbon representation. The bound conformations of 
ADP and 5-2b are also given together with their respective electron density. 
The location of 5-2b is seen at a novel induced-fit site, some 12A distal from 
the nucleotide-binding site and catalytic center of the enzyme. An enlarged 
section of this region is shown in Figure 3, together with 5-2b. 

In Figure 3 the Compound 5-2b is seen to bind in between 
(the insertion loop of) helix-a2 and helix-oc3 (which is immediately 
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preceding the 'Switch 1' typically seen in all kinesins). Also shown are the 
side-chains of Argl 19 and Tyr211. These two residues move upward and 
outward, yielding space to accommodate the binding of the inhibitor. At the 
same time, the insertion loop of helix-a2 relocates its main-chain location 
with a downward shift of ~8A; the side-chain of its Trpl27 as a result 
swings inward by ~10A, capping the entrance of the induced-fit cavity 
together with the side-chains of Argl 19 and Tyr21 1. Lining the newly 
formed pocket and surrounding the inhibitor are the amino acid residues 
listed in Figure 10. A comparison of this region in the binary (red) and 
ternary (green) complex is given in Figure 4. 

The binding pocket of Compound 5-2b is novel and not 
previously known, insofar that this binding site does not exist until an 
inhibitor binds. Hence, this pocket is "induced-fit" by a ligand such as 
Compound 5-2b. This allosteric binding pocket, located away from the 
nucleotide-binding site of the motor protein, is not restricted to Compound 
5-2b, but is also observed upon the crystal structure determination of 
complexes of KSP with other compounds of diverse chemical structure that 
are inhibitors of KSP activity. These results have a profound impact on the 
design of non-active-site directing inhibitors of KSP. 

In a further embodiment of the invention is a method of 
causing a conformational alteration in the structure of KSP by exposing the 
KSP to a ligand of the novel ligand binding site of the instant invention. 
The conformational alteration observed for the kinesin structure upon 
Compound 5-2b binding (and the binding of other compounds) to the ADP- 
KSP binary complex is not limited to the immediate vicinity of the inhibitor. 
Rearrangements of protein moieties are spread throughout the enzyme upon 
5-2b binding, with the exception that the nucleotide binding site of the 
protein as well as its 0-sheet structure remain basically unchanged. Among 
the changes away from the induced-fit pocket, three are noteworthy: 

L In the Switch 1 area of KSP, as circled in Figure 5 and in a close-up view, 
the main-chain re-orients its geometry significantly on both ends of Ala230. 
It can be seen that although the helicity of the Switch 1 region is unchanged, 
the pitch at the C-terminal end of helix-oc3 is increased in the ternary 
complex (green) from that in the binary complex (red). 



-15- 



fe'03«is«jBk3 -O'^O'S-OIkS 



2. In the Switch 2 region of KSP, which is located on the opposite side of 
the 5-2b binding site as circled in Figure 6 and in a close-up view, the C- 
terminal end of helix-cc4 is repositioned significantly. The tip of this helix 
near Arg305 is moved by ~6A in the ternary complex (green) from its 
location in the binary complex (red). 

3. In the neck-linker region of KSP, which is the C-terminal portion of our 
protein construct, the residues beginning from Lys357 to Phe362 swing by 
almost 180° in the ternary complex from its position in the ADP binary 
complex. Although residues 363-368 are present in our protein, they are 
disordered in the crystal and hence offer no electron density. The neck- 
linker region of KSP is circled in Figure 7. A close-up view is depicted 
comparing this region in the ternary complex (green) to that in the binary 
complex (red). 

In addition to these changes, there are other smaller regional 
repositionings of main-chains and side-chains of the protein. Most 
interestingly, the nucleotide-binding site of the motor protein, where ATP 
hydrolysis occurs, is basically unaltered upon 5-2b binding. A close-up 
view comparing this site in the binary and ternary complexes of KSP is 
shown in Figure 8. Within experimental errors, most of the backbone and 
side-chains for the two complexes in this region of the protein can be super- 
imposed. 

The effect of overall conformational changes induced by 
Compound 5-2b could also be examined by comparing the distribution of 
temperature factors. 

High quality single crystals were also obtained for other 
compounds that are inhibitors of KSP. 3-Dimensional structure determined 
at 2.5 A with those crystals demonstrated that the other inhibitor compounds 
also induce-fit into the protein in the same manner as compound 5-2b. 

Consequently, an embodiment of the invention provides 
protein crystals of KSP complexed with a ligand bound to the ligand binding 
site disclosed herein and methods for making KSP or a KSP homolog. The 
crystals provide means to obtain atomic modeling information of the 
specific amino acids and their atoms forming the binding site and that 
interact with molecules e.g., ligands or binding partners that bind to the 
KSP, via the binding site. 
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The crystals also provide modeling information regarding the 
protein-ligand interaction, as well as the structure of ligands bound thereto. 
The KSP crystal or a KSP homolog according to the present invention can 
be obtained by crystallizing it with a material or compound or molecule 
which binds to the herein disclosed binding site of the KSP. The KSP crystal 
according to the present invention includes KSP (human Eg5) and the 
material which binds to the specific binding site of KSP. 

Preferred crystalline compositions of this invention are 
capable of diffracting X-rays to a resolution of better than about 3.5 A, and 
more preferably to a resolution of about 2.6 A or better, and even more 
preferably to a resolution of about 2.0 A or better, and are useful for 
determining the three-dimensional structure of the material. (The smaller 
the number of angstroms, the better the resolution.) 

The relative structural coordinates of the amino acid residues 
of the KSP motor domain, when the X-ray diffraction is obtained for the 
crystalline complex of KSP and a ligand compound described herein, are 
shown in Tables 1-4. 

In another aspect, the present invention provides the three- 
dimensional structure of human KSP as well as the identification and 
characterization of a binding site there within. The identification of this site 
permits design and identification of compounds that bind to the ligand 
binding site and modulate KSP related activities. The compounds include 
inhibitors which specifically inhibit cell proliferation. 

Of equal import is the fact that knowledge of the three- 
dimensional structure of the binding site of KSP provides a means for 
investigating the mechanism of action of the protein and tools for identifying 
inhibitors of its function. 

As used herein, a ligand binding site also includes KSP or KSP analog 
residues which exhibit observable NMR perturbations in the presence of a binding 
ligand, such as any one of the herein disclosed inhibitors or any other ligand. While 
such residues exhibiting observable NMR perturbations may not necessarily be in 
direct contact with or immediately proximate to ligand binding residues, they may be 
critical to KSP residues for rational drug design protocols. 

For example, knowledge of the three-dimensional structure of 
the ligand binding site allows one to design molecules, preferably 
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pharmaceutical agents, capable of binding thereto, including molecules 
which are thereby capable of inhibiting the interaction of KSP with its native 
ligands, thereby inducing cell arrest. 

Assays may be performed and the results analyzed to determine 
whether the agent is an inhibitor (i.e., the agent may reduce or prevent binding affinity 
between KSP and its native ligand/binding partner), or has no effect on the interaction 
between KSP and its native ligand. Agents identified using the foregoing methods, 
and preferably inhibitors of KSP, may then be tested as therapeutics in the treatment 
and/or prevention of hyper-proliferative cell disorders and other diseases that are also 
characterized by the presence of the hyper-proliferative cells such as cancer. 

Once a KSP binding agent/inhibitor has been optimally selected or 
designed, as described above, substitutions may then be made in some of its atoms or 
side groups in order to improve or modify its selectivity and binding properties - that 
is its affinity for the ligand binding site disclosed herein. Generally, initial 
substitutions are conservative, i.e., the replacement group will have approximately the 
same size, shape, hydrophobicity and charge as the original group. Such substituted 
chemical compounds may then be analyzed for efficiency of fit the ligand binding site 
of KSP by the same computer methods described in detail above. 

Various molecular analysis and rational drug design techniques are 
further disclosed in U.S. Pat. Nos. 5,834,228, 5,939,528 and 5,865,116, as well as in 
PCT Application No. PCT/US9 8/1 6879, published as WO 99/09148, the contents of 
which are hereby incorporated by reference. 

Once the material is designed or selected, the affinity of the material to 
KSP may be calculated. For the inhibitor to be effective, it should have a high affinity 
for the ligand binding site, low energy difference between that energy calculated 
before and after binding. The affinity of the inhibitor may be measured by calculating 
the dissociation constant of the complex of KSP and the inhibitor. The dissociation 
constant is preferably 100 micromoles or less. The inhibitor preferably also maintains 
the bonding with KSP stably after binding. In order to do this, electrostatic repulsion 
such as charge-charge interactions, dipole-dipole and charge-dipole interactions 
between the inhibitor and KSP should not occur or be minimized. The sum of 
electrostatic interaction should be neutral or give a positive effect to the enthalpy of 
the bonding. Examples of programs designed for calculating such affinity include, buit 
are not limited to as follows: Gaussian 92, revision C [M. J. Frisch, Gaussian, Inc., 
Pittsburgh, Pa. © 1992]; AMBER, version 4.0 [P. A. Kollman, University of 
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California at San Fransisco, © 1994]; QUANT A/CHARMM [Molecular Simulations, 
Inc., Burlington, Mass. © 1994]; and Insight n/Discover (Biosysm Technologies Inc., 
San Diego, Calif., © 1994). Using the lead compound selected by the method, a 
stronger inhibitor can be made or designed. This process will be described below. 

As well, any compound or anti-mitotic agent (lead compound) selected 
or designed in accordance with the methods disclosed herein can be changed or 
modified. Atoms, substituents or a part of the structure may be altered to increase the 
binding affinity to KSP. Generally, initial substitutions are conservative, i.e., the 
replacement group will have approximately the same size, shape, hydrophobicity and 
charge as the original group. It is noted that components known in the art to alter 
conformation should be avoided. The substituted chemical compounds may then be 
analyzed for fit with KSP by the same computer methods described herein. 

After the material designed by the computer method 
described above is prepared and bound to KSP to produce a crystal, the 3- 
dimensional structure of the complex may be determined at high enough 
resolution (over 0.28 nm) using X-ray crystallographic methods. The 
information gained therefrom e.g., about the interaction between KSP and 
the inhibitor obtained from this can then be used to modify the inhibitor and 
to increase the affinity of the inhibitor for the ligand binding sit eof KSP. 

Thus, for example, those atoms considered to be involved in 
binding to the ligand binding site of KSP disclosed herein can be mutated by 
exchanging one or more of the amino acid residues in the ligand binding site 
or in the motor domain of KSP that eventually effects the function of KSP 
on the underlying cell. As an example, if a cell's hyper-proliferative state is 
not effected by the mutated KSP, it may be surmised that the mutation very 
likely has not affected the function of KSP. In the alternative scenario, 
where the mutation decreases the hyper-proliferative state of the diseased 
cell, then one may surmise that the mutation has affected the ability of KSP 
to function in its intended purpose, e.g. hydrolyze ATP to ADP or bind 
microtubue etc. due to the substitution of the amino acid residue. This 
method can be used to identify amino acid residues in the original KSP 
which are important in the binding of the ligand to the binding site of KSP 
disclosed herein. 



-19- 



4) 6OS P Q C -S0 



21125P1 



Once the amino acid residues in the ligand binding site of 
KSP have been identified as involved in the overall function attending KSP, 
the structure of the binding site can be identified based on the three- 
dimensional structure of KSP. Based on the structure of the binding site, a 
compound such as a peptide or other compound can be screened and 
designed which will fit into the three-dimensional model of the binding site. 

Likewise, just as the three-dimensional modeling of KSP is 
provided by the present invention using the coordinates from the X-ray 
detraction patterns, these can be either analyzed directly to provide the three- 
dimensional structure (if of sufficiently high resolution). Alternatively, the 
atomic coordinates for the crystallized KSP, as provided herein, can be used 
for structure determination. The X-ray diffraction patterns obtained by 
methods of the present invention, can be provided on computer readable 
media, and used to provide electron density maps. 

The electron density maps, provided by analysis of the X-ray 
coordinates of KSP complexed with Compound 5-2b, provided herein, may 
then be fitted using suitable computer algorithms to generate secondary, 
tertiary and/or quaternary structures and/or domains of KSP, which 
structures and/or domains are then used to provide an overall three- 
dimensional structure, as well as binding and/or active sites of KSP. 

Knowledge obtained concerning KSP including the binding 
site defined herein can also be used to model the tertiary structure of related 
kinesin proteins, in particular members of the BimC protein family. 

As an example, the structure of renin has been modeled using 
the tertiary structure of endothiapepsin as a starting point for the derivation. 
Model building of cercarial elastase and tophozoite cysteine protease were 
each built from known serine and cysteine proteases that have less than 35% 
sequence identity. The resultant models were used to design inhibitors in the 
low micromolar range. (Proc. Natl. Acad. Sci. 1993, 90, 3583). 
Furthermore, alternative methods of tertiary structure determination that do 
not rely on X-ray diffraction techniques and thus do not require 
crystallization of the protein, such as NMR techniques, are simplified if a 
model of the structure is available for refinement using the additional data 
gathered by the alternative technique. Thus, knowledge of the tertiary 
structure of the KSP binding site provides a significant window to the 
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structure of the other kinesin family members. Thus, an embodiment of this 
invention envisions use of atomic coordinates of KSP protein, or fragment, 
analog or variant thereof, to model a KSP protein. 



One skilled in the relevant art may use conventional 



molecular modeling methods to identify a ligand binding site of a KSP of 
another species. Specifically, coordinates provided by the present invention 
may be used to characterize a three-dimensional structure of the target KSP 
molecule, liganded or unliganded. Importantly, such a skilled artisan may, 
from such a structure, computationally visualize a putative binding site and 
identify and characterizes other features based upon the co-ordinates 
provided herein. Such putative ligand binding sites may be further refined 
using chemical shift perturbations of spectra generated from various and 
distinct KSP complexes, e.g. from other species, competitive and non- 
competitive inhibition experiments, and/or by the generation and 
characterization of KSP or ligand mutants to identify critical residues or 
characteristics of the ligand binding site. 

Such identification of a putative ligand binding site is of great 
import in rational drug design. 

It is noted that in order to use the structural coordinates 
generated from the complex KSP described herein in Tables 1-4, it may be 
necessary to display the relevant coordinates as, or convert them to, a three- 
dimensional shape or graphical representation, or to otherwise manipulate 
them. In general, such a three-dimensional representation of the structural 
coordinates will find use in rational drug design, molecular replacement / 
analysis, homology modeling, and mutation analysis. This is typically 
accomplished using any of a wide variety of commercially available 
software programs capable of generating three-dimensional graphical 
representations of molecules or portions thereof from a set of structural 
coordinates. The scientific art is replete with conventional software 
programs, which are incorporated by reference herein in their entirety. Refer 
to, for example, GRID (Oxford University, Oxford, UK); AUTODOCK 
(Scripps Research Institute, La Jolla, Calif.); Flo99 (Thistlesoft, Morris 
Township, NJ.) etc. 

For storing, transferring and using such programs, a machine, 
such as a computer, is also contemplated, which produces a three- 
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dimensional representation of the KSP binding site. The machine would 
comprise a machine-readable data storage medium comprising a data storage 
material encoded with machine-readable data. Machine-readable storage 
media comprising data storage material include conventional computer hard 
drives, floppy disks, DAT tape, CD-ROM, and other magnetic, magneto- 
optical, optical, floptical and other media which may be adapted for use with 
a computer. The machine further comprises a working memory for storing 
instructions for processing the machine-readable data, as well as a central 
processing unit (CPU) coupled to the working memory and to the machine- 
readable data storage medium for the purpose of processing the machine- 
readable data into the desired three-dimensional representation. As well, the 
machine of the present invention further comprises a display connected to 
the CPU so that the three-dimensional representation may be visualized by 
the user. Accordingly, when used with a machine programmed with 
instructions for using said data, e.g., a computer loaded with one or more 
programs of the sort identified above, the machine provided for herein is 
capable of displaying a graphical three-dimensional representation of the 
KSP complex described herein and set forth in Tables 1-4. 

The structural coordinates of the present invention enable one 
to use various molecular design and analysis techniques in order to (i) solve 
the three-dimensional structures of related molecules, preferably molecular 
complexes such as those of other species or members of BimC family of 
proteins; as well as (ii) design, select, and synthesize chemical agents 
capable of favorably associating or interacting with a ligand binding site of 
an KSP molecule, wherein the molecular chemical entity would preferably 
inhibit KSP function including inducing mitotic arrest in cells contacted 
therewith. 

Thus, the present invention provides a method for determining 
the molecular structure of a molecular complex whose structure is unknown, 
comprising the steps of obtaining the molecular complex whose structure is 
unknown, e.g., from a related species, and then generating NMR data there 
from. The NMR data from the molecular complex whose structure is unknown 
can then be compared to the structure data obtained from the KSP complex of 
the present invention. Then, 2D, 3D and 4D isotope filtering, editing and triple 
resonance NMR techniques can be used to conform the 3D structure described 
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herein for the KSP complexes disclosed in Tables 1-4 to the NMR data from 
unknown target molecular complex. Alternatively, molecular replacement may 
be used to conform the 3D structure of the present invention to X-ray 
diffraction data from crystals of the unknown target molecular complex. 

Molecular replacement involves correctly orienting and 
positioning the known structure into the crystal unit cell of the unknown 
structure. This is accomplished by a six dimensional (three positional and 
three rotational) search process that involves computation of a set of 
theoretical diffraction data using the known structure for every orientation and 
position searched and comparing it with the observed diffraction data of the 
unknown structure. The best match defines the correct position and 
orientation of the known structure in the unknown unit cell. This match offers 
phase information for use in conjunction with X-ray diffraction data of the 
unknown structure for the determination of its 3-dimensional structure. 

In another aspect, this invention envisions use of atomic 
coordinates of the KSP protein disclosed herein, to design a chemical 
compound capable of associating with KSP or a fragment, analog or variant 
thereof. 

For example, one method of this invention for evaluating the 
ability of a chemical entity to associate with any of the proteins or protein- 
ligand complexes set forth herein comprises the steps of: a) employing 
computational means to perform a fitting operation between the chemical 
entity and a binding pocket or other surface feature of the molecule or 
molecular complex; and b) analyzing the results of said fitting operation to 
quantify the association between the chemical entity and the binding pocket. 

In another aspect, the invention envisions use of atomic 
coordinates of the KSP protein to design a model of ligands in the binding 
site defined herein. 

Preferred embodiments of the aforementioned uses are those 
wherein the KSP protein comprises a binding site characterized by amino 
acid residues as set forth in Figure 10. 

As a general rule, one may use knowledge of the geography 
of the various regions of the ligand binding site disclosed herein, e.g. 
hydrophobic and/or hydrophilic to design KSP analogs (mutant) in which 
the overall KSP structure is not changed, but change does affect biological 
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activity ("biological activity" being used here in its broadest sense to denote 
function). Thus, one may make changes to the amino acid sequences to 
effectively obtain a KSP analog/mutant that exhibits a greater affinity for its 
binding ligand. As well, one may correlate biological activity to structure. If 
the structure is not changed, and the mutation has no effect on biological 
activity, then the mutation has no biological function. If, however, the 
structure is not changed and the mutation does affect biological activity, then 
the residue (or atom) is essential to at least one biological function. 



invention for rational drug design (RDD) of mimetics and ligands of KSP, 
"ligand" being used in the broadest sense, referring to any substance capable 
of observable binding to the KSP protein at the herein disclosed binding site. 
The drug design paradigm uses computer modeling programs to determine 
potential mimetics and ligands which are expected to interact with sites on 
the protein. The potential mimetics or ligands are then screened for activity 
and/or binding. For KSP-related mimetics or ligands, screening methods can 
be selected from assays for at least one biological activity of KSP, e.g., anti- 
mitotic activity. Thus, an embodiment of the invention envisions use of the 
structural information from the ligand/protein complexes found herein 
including the information derived therefrom in designing new chemical or 
biological moieties that bind tighter, bind more specifically, have better 
biological activity or have better safety profile than known ligands that bind 



used to remodel the mimetics or ligands to improve the affinity or solubility, 
and produce an optimized pharmaceutical agent. 



be prepared and the inhibitory activity for KSP can be tested in vitro and in 
vivo. If the test confirms that the material does indeed inhibit KSP, then the 
material or a derivative can be used as an anti-mitotic agent. Using the 
method as described above, the compound identified to have inhibitory 
activity may thereafter be used as a lead compound to obtain an improved 
inhibitor. 



Similar molecular modeling is also provided by the present 



KSP. 



The computer modeling method disclosed herein can also be 



The resulting optimized mimetics or ligands can thereafter 
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In order to confirm the affinity predicted by the computer 
modeling method, the dissociation constant of the complex may be 
experimentally measured. 

The resulting mimetics or ligands are then provided by 
methods of the present invention and are useful for treating, inhibiting or 
preventing KSP-modulated diseases in animals, including humans. 
Preferably the ligands of the novel binding site provided herein are useful in 
the treatment or prevention of a hyper-proliferative disease, preferably 
cancer. Preferably, the ligand(s) identified by the methods described herein 
are useful in the treatment of cancer. 

The ligands identified by the methods of this invention may be 
administered to mammals, preferably humans, either alone or, preferably, in 
combination with pharmaceutically acceptable carriers, excipients or diluents, 
in a pharmaceutical composition, according to standard pharmaceutical 
practice. The ligands can be administered orally or parenterally, including the 
intravenous, intramuscular, intraperitoneal, subcutaneous, rectal and topical 
routes of administration. 

As used herein, the term "composition" is intended to 
encompass a product comprising the specified ingredients in the specific 
amounts, as well as any product which results, directly or indirectly, from 
combination of the specific ingredients in the specified amounts. 

The pharmaceutical compositions containing the active 
ingredient may be in a form suitable for oral use, for example, as tablets, 
troches, lozenges, aqueous or oily suspensions, dispersible powders or 
granules, emulsions, hard or soft capsules, or syrups or elixirs. When a 
ligand according to this invention is administered into a human subject, the 
daily dosage will normally be determined by the prescribing physician with 
the dosage generally varying according to the age, weight, sex and response of 
the individual patient, as well as the severity of the patient's symptoms. 

In one exemplary application, a suitable amount of a ligand of 
the novel KSP ligand binding site is administered to a mammal undergoing 
treatment for cancer. Administration occurs in an amount between about 0.1 
mg/kg of body weight to about 60 mg/kg of body weight per day, preferably of 
between 0.5 mg/kg of body weight to about 40 mg/kg of body weight per day. 
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Consequently, an object of the invention is to provide a 
method for determining the three-dimensional structure of a protein 
containing the ligand binding site as disclosed herein, or a complex of the 
protein with a ligand thereof, using homology modeling techniques and 
structural coordinates for a composition of this invention. Homology 
modeling involves constructing a model of an unknown structure using 
structural coordinates of one or more related proteins, protein domains 
and/or subdomains. Homology modeling may be conducted by fitting 
common or homologous portions of the protein or peptide whose three- 
dimensional structure is to be solved to the three-dimensional structure of 
homologous structural elements. Homology modeling can include rebuilding 
part or all of a three-dimensional structure with replacement of amino acids 
(or other components) by those of the related structure to be solved. 

One of the objects of this invention is to provide three- 
dimensional structural information on new complexes of BimC family 
members of which KSP is a member with various ligands, as well as 
muteins or other variants of any of the foregoing. To that end, the invention 
provides for the use of the structural coordinates of a crystalline 
composition of this invention, or portions thereof, to solve, e.g., by 
molecular replacement, the three-dimensional structure of a crystalline form 
of such a ligand-protein complex, typically involving a protein containing at 
least one ligand binding site as disclosed herein. Doing so involves 
obtaining X-ray diffraction data for crystals of the protein-ligand complex 
for which one wishes to determine the three-dimensional structure. Then, 
one determines the three-dimensional structure of that protein or complex by 
analyzing the X-ray diffraction data using molecular replacement techniques 
with reference to the previous structural coordinates. As described in U.S. 
Pat. No. 5,353,236, for instance, molecular replacement uses a molecule 
having a known structure as a starting point to model the structure of an 
unknown crystalline sample. 

Still further, the invention also includes compositions and 
methods for identifying binding sites of other members of the BimC protein 
family. The methods involve examining the surface of a protein of interest, 
preferably a kinesin, to identify residues that facilitate binding to the binding 
site. The residues can be identified by homology to the ligand binding site of 
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human KSP described herein. Overlays and super-positioning with a three- 
dimensional model of a KSP binding site, or a portion thereof that contains a 
ligand binding site, also can be used for this purpose. 

An alternative method of this invention provides for 
selecting from a database of chemical structures a compound capable of 
binding to a BimC family protein. The method starts with structural 
coordinates of a crystalline composition of the invention, e.g., coordinates 
defining the three-dimensional structure of a BimC family protein or a 
portion thereof e.g., the herein provided coordinates relative to human KSP. 
Points associated with that three-dimensional structure are characterized 
with respect to the extent of favorable interactions with one or more 
functional groups. A database of chemical structures is then searched for 
candidate compounds containing one or more functional groups disposed for 
favorable interaction with the protein based on the prior characterization. 
Compounds having structures which best fit the points of favorable 
interaction with the three-dimensional structure are thus identified. 

An exemplary embodiment of the invention provides 
methods for identifying and designing small molecules that bind to the 
binding site using atomic models of KSP provided herein. The method 
involves modeling test compounds that fit spacially into the binding site of 
interest using an atomic structural model comprising a KSP binding site or 
portion thereof, screening the test compounds in a biological assay 
characterized by binding of a test compound to KSP, and identifying a test 
compound that binds to KSP. 

Also provided is a method for identifying a potential inhibitor 
of KSP, comprising the steps of using a three-dimensional structure of a 
KSP binding site as defined by the relative structural coordinates set forth in 
Table 5 or the relative structural coordinates of the amino acids of Figure 10 
as set forth in Tables 1-4 to design or select a potential inhibitor, and 
obtaining or synthesizing said potential inhibitor. The inhibitor may be 
selected by screening an appropriate database, may be designed de novo by 
analyzing the steric configurations and charge potentials of an empty KSP 
binding site in conjunction with the appropriate software programs, or may 
be designed using characteristics of known inhibitors to create "hybrid" 
inhibitors. The inhibitor may then be contacted with KSP, and the effect of 
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the inhibitor on KSP related function may be assessed. For instance, a 
potential inhibitor identified by this method may be contacted with KSP in 
the presence of one or two KSP substrates selected from ATP and 
microtubules, and determining the effect the potential inhibitor has on KSP 
ATPase activity. It is also within the confines of the present invention that a 
potential inhibitor may be designed or selected by identifying chemical 
entities or fragments capable of associating with KSP; and assembling the 
identified chemical entities or fragments into a single molecule to provide 
the structure of the potential inhibitor. 

In furtherance of the above, there is provided a method for 
identifying an anti-mitotic agent comprising providing the atomic 
coordinates comprising the relative atomic structural coordinates of the 
amino acids of Figure 10 as set forth in Tables 1-4 ± a root mean square 
deviation from the conserved backbone atoms of said amino acids of not 
more than about 2.00A thereof to a computerized modeling system; 
modeling compounds which fit spacially into the KSP binding site; and 
identifying in an assay for KSP activity a compound that inhibits or 
decreases the activity of the KSP through binding to the binding site. 

Once the agent has been identified, it may be contacted with 
KSP and the effect the agent has on KSP may then be assessed. In addition, 
the agent may be contacted with KSP in the presence of a KSP binding 
molecule and the effect the agent has on binding between KSP and the KSP 
binding molecule may then be assessed. 

Also disclosed herein is a process for identifying a potential 
anti-mitotic agent which upon binding to a human KSP inhibits cell 
proliferation, the process comprising the steps of: 

a) exposing the KSP to a mixture of at least two 
potential ligands; 

b) attempting to crystallize said KSP in the presence of 
said mixture; 

c) if crystals are obtained, obtaining an X-ray diffraction 
pattern of the KSP crystal; and 

d) determining whether a ligand/KSP complex is formed 
by comparing the electron density map calculated 
from the X-ray diffraction pattern of said KSP crystal 
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when exposed to said mixture of said at least two 
potential ligands to the electron density map 
calculated from the X-ray diffraction pattern set forth 
in a table selected from Table 1, 2, 3 and 4. 
Also provided herein is a method of identifying a compound 
that modulates the binding of a ligand to a ligand binding site of a human 
KSP, said method comprising: modeling test compounds that fit spatially 
into a KSP ligand binding site using an atomic structural model of a KSP 
binding site having the relative structural coordinates as set forth in a table 
selected from the group consisting of Tables 1, 2, 3 and 4 for the KSP amino 
acid residues 115 (M), 116(E), 117(G), 118(E), 119(R), 127(W), 130(D), 
132(L), 133(A), 134(G), 136(1), 137(P), 160(L) 211(Y), 214(L), 215(E), 
217(G), 218(A), 221(R) and 239(F), ± the root mean square deviation from 
the backbone atoms of said amino acids of not more than about 2.0 A; 
screening the test compounds in an assay characterized by binding of a 
ligand to the ligand binding site; and identifying a test compound that 
modulates binding of said ligand to the KSP at its binding site. 

Further provided is a method for identifying a potential 
inhibitor of human kinesin spindle protein (KSP), the method comprising 
the steps of : 

(i) providing a three-dimensional structure of a Hgand- 
bound KSP as defined by atomic coordinates set forth in a table selected 
from Tables 1, 2, 3 and 4; 

(ii) comparing the three-dimensional coordinates of the 
ligand when it is bound to KSP as set forth in Table 1, 2, 3 or 4 to the three- 
dimensional coordinates of a compound in a database of compound 
structures; and 

(iii) selecting from said database at least one compound 
that is structurally similar to said ligand when it is bound to said KSP, 
wherein the selected compound is a potential inhibitor of said KSP. 

Also provided is a method for identifying an anti-mitotic 
agent which upon binding to a target human KSP inhibits cell proliferation, 
the method comprising the steps of: 

a) exposing a target KSP to a mixture of at least two potential 
ligands; 
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b) attempting to crystallize said target KSP in the presence of said 
mixture; 

c) obtaining a crystal of said target KSP exposed to said mixture to 
determine whether ligand/KSP complex is formed; and 

d) identifying a potential anti-mitotic agent as one that binds to said 
KSP at a ligand binding site having the relative structural 
coordinates as set forth in Table 5 ± the root mean square 
deviation of not more than about 2.0 A. 

Also provided is a method of modulating, e.g., inhibiting the 
activity of a KSP. The method can be in vitro or in vivo. The method 
comprises administering, in vitro or in vivo, a sufficient amount of a 
compound that binds to the binding site disclosed herein. 

Also provided is a method of identifying a compound that 
selectively inhibits the activity of one type of KSP compared to other KSPs 
or kinesins, e.g., a KSP of one speceis over another or a KSP over another 
member of the BimC family, of which KSP is a member. Thus, the method 
enables the identification of KSP and KSP like proteins in the same family, 
e.g., BimC or the KSP in one species over another. The method is 
exemplified by modeling test compounds that fit spacially and preferentially 
into a KSP ligand binding site of interest using an atomic structural model of 
a KSP ligand binding site, selecting a compound that interacts with one or 
more residues of the ligand binding site unique in the context of that site, 
and identifying in an assay for ligand binding activity a compound that 
selectively binds to the ligand binding site compared to other KSP. The 
unique features involved in receptor-selective ligand binding can be 
identified by comparing atomic models of different receptors or isoforms of 
the same type of receptor. 

The present invention also provides for computer programs 
for the expression (such as visual display) of the KSP or analog three- 
dimensional structure, and further, a computer program which expresses the 
identity of each constituent of a KSP molecule and the precise location 
within the overall structure of that constituent, down to the atomic level. 

There are many currently available computer programs for 
the expression of the three-dimensional structure of a molecule. Generally, 
these programs provide for inputting of the coordinates for the three- 
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dimensional structure of a molecule (i.e., for example, a numerical 
assignment for each atom of a KSP molecule along an x, y, and z axis or the 
assignment for each atom of the binding site described in Tables 1-4), means 
to express (such as visually display) such coordinates, means to alter such 
coordinates and means to express an image of a molecule having such 
altered coordinates. One may program crystallographic information, i.e., the 
coordinates of the location of the atoms of a KSP binding site molecule in 
three dimension space, wherein such coordinates have been obtained from 
crystallographic analysis of said KSP molecule, into such programs to 
generate a computer program for the expression (such as visual display) of 
the KSP three-dimensional structure. 

In furtherance of the above, the present invention provides a 
machine, such as a computer, programmed in memory with the coordinates 
of KSP or portions thereof, together with a program capable of converting 
the coordinates into a three-dimensional graphical representation of the 
structural coordinates on a display connected to the machine. 

As well, there is provided a computer program for the 
expression of KSP's three-dimensional structure together with the structure 
of the novel KSP binding site. Preferred is the computer program QUANTA 
2000, available from Molecular simulations or Insight II, version 4, available 
from Biosym, San Diego, Calif., with the coordinates of the amino acids of 
Figure 10 as set forth in Tables 1-4 input. Preferred expression means are 
well known to a skilled artisan. Alternatively, the present KSP 
crystallographic coordinates and diffraction data are also deposited in the 
Protein Data Bank, Chemistry Department, Brookhaven National 
Laboratory, Upton, N.Y. 119723, USA. One may use these data in preparing 
a different computer program for expression of the three-dimensional 
structure of a KSP molecule or analog thereof. 

Structural coordinates of a crystalline composition of this 
invention may be stored in a machine-readable form on a machine-readable 
storage medium, e.g. a computer hard drive, diskette, DAT tape, etc., for 
display as a three-dimensional shape or for other uses involving computer- 
assisted manipulation of, or computation based on, the structural coordinates 
or the three-dimensional structures they define. For example, data defining 
the three-dimensional structure of a KSP protein or portions or structurally 
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similar homologues of such proteins, may be stored in a machine-readable 
storage medium, and may be displayed as a graphical three-dimensional 
representation of the protein structure, typically using a computer capable of 
reading the data from said storage medium and programmed with 
instructions for creating the representation from such data. 

This invention thus encompasses a machine, such as a 
computer, having a memory which contains data representing the structural 
coordinates of a crystalline composition of this invention, e.g. the 
coordinates set forth in Tables 1-4, together with additional optional data 
and instructions for manipulating such data. Such data may be used for a 
variety of purposes, such as the elucidation of other related structures and 
drug discovery. For example, a machine having a memory containing such 
data aids in the rational design or selection of inhibitors of KSP binding or 
activity, including the evaluation of the ability of a particular chemical entity 
to favorably associate with KSP as disclosed herein, as well as in the 
modeling of compounds, proteins, complexes, etc. related by structural or 
sequence homology to KSP. 

Thus, three-dimensional modeling of KSP provided by the 
present invention using the coordinates from the X-ray diffraction patterns 
can be entered into one or more computer programs for molecular modeling. 
Such molecular modeling programs generate atomic coordinates that reflect 
the secondary, tertiary and/or quaternary structures of the protein which 
contribute to its overall three-dimensional structure and provide information 
related to binding and/or active sites of the protein. 

The present invention further contemplates the use of the 
structural coordinates of the present invention with standard homology 
modeling techniques to determine the unknown three-dimensional structure 
of a target molecule or molecular complex. Homology modeling involves 
constructing a model of an unknown structure using structural coordinates of 
one or more related protein molecules/molecular complexes or parts thereof 
(i.e., ligand binding sites). In general, homology modeling entails fitting 
common or homologous portions of the protein whose three-dimensional 
structure is to be solved to the three-dimensional structure of homologous 
structural elements in the known molecule, specifically using the relevant 
(i.e., homologous) structural coordinates provided in Tables 1-4. Homology 
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may be determined using amino acid sequence identity, homologous 
secondary structure elements, and/or homologous tertiary folds. Homology 
modeling can include rebuilding part or all of a three-dimensional structure 
with replacement of amino acids (or other components) by those of the 
related structure to be solved. 

In accordance with the above, a three-dimensional structure 
for the unknown molecule/molecular complex may be generated using the 
three-dimensional structure of the KSP molecule of the present invention, 
Tables 1-4, refined using a number of techniques well known in the art, and 
then used in the same fashion as the structural coordinates of the present 
invention, for instance, in applications involving molecular replacement 
analysis, homology modeling, and rational drug design. 

The determination of the three-dimensional structure of the 
ligand binding site of KSP as disclosed herein is advantageous over 
conventional drug assay techniques, in which the only way to identify such 
an agent is to screen thousands of test compounds until an agent having the 
desired inhibitory effect on a target compound is identified. Generally, such 
conventional screening methods are expensive, time consuming, and do not 
elucidate the method of action of the identified agent on the target 
compound. In sharp contrast, advancing X-ray, spectroscopic and computer 
modeling technologies allow researchers to visualize the three-dimensional 
structure of a targeted compound (i.e., KSP ligand binding site), and using 
such a three-dimensional structure to identify putative binding sites and then 
identify or design agents to interact with these binding sites. These agents 
can thereafter be screened for an inhibitory effect upon the target molecule. 
Consequently, an embodiment of the invention details a method for 
identifying a potential inhibitor of KSP. The proposed method comprises 
using a three-dimensional structure of KSP and the novel binding site of the 
invention as defined by the relative structural coordinates of Tables 1-4 and 
the relative structural coordinates of the amino acid residues of Figure 10 as 
set forth in Table 1-4 to design or select a potential inhibitor of KSP activity, 
followed by synthesizing or obtaining the said potential inhibitor. The 
inhibitor may be selected by screening an appropriate database. 
Alternatively, it may be designed de novo by analyzing the steric 
configurations and charge potentials of a ligand bound KSP complex in 
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conjunction with the appropriate software programs, or may be designed 
using characteristics of known inhibitors of KSP. 

An entity/agent that interacts or associates with the ligand 
binding site of KSP may be identified by performing computer fitting 
analyses to identify an agent which interacts or associates with said site. 
Computer fitting analyses utilize various computer software programs that 
evaluate the "fit" between the binding site and the identified agent, by (a) 
generating a three-dimensional model of the ligand binding site using 
homology modeling or the atomic structural coordinates of the binding site 
in Tables 1-4, and (b) determining the degree of association between the 
binding site and the identified agent. The degree of association may be 
determined computationally by any number of commercially available 
software programs, or may be determined experimentally using standard 
binding assays. 

Preferably, the method of the present invention includes the 
use of a ligand binding site characterized by the three-dimensional structure 
comprising the relative structural coordinates of amino acid residues listed 
in Figure 10 as set forth in Tables 1-4 ± a root mean square deviation from 
the conserved backbone atoms of said amino acids of not more than about 
2.0 A, preferably not more than about 1.0 A, and most preferably not more 
than about 0.5 A. It is understood that the method of the present invention 
includes additional embodiments comprising conservative substitutions of 
the noted amino acids which result in the same structural coordinates of the 
corresponding residues in Tables 1-4 within the stated root mean square 
deviation. 

The effect of an agent identified by a computer fitting 
analyses on human KSP activity may be further evaluated computationally, 
or experimentally by competitive binding experiments or by contacting the 
identified agent with KSP and measuring the effect of the agent on the 
target's biological activity. Standard enzymatic assays may be performed and 
the results analyzed to determine whether the agent is an inhibitor of KSP 
activity (i.e., induce cell arrest or inhibit the association of KSP with a 
microtubule as well as any other known activities attending a kinesin). 
Further tests may be performed to evaluate the selectivity of the identified 
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agent to KSP with regard to other KSP proteins (other species) or other 
members of the BimC protein family. 

Preferably, the agent designed or selected to interact with 
KSP is capable of associating with KSP and of assuming a three- 
dimensional configuration and orientation that complements the relevant 
ligand binding site of KSP. 

Consequently, using these criteria, the structural coordinates 
of the KSP molecule as disclosed herein, and/or structural coordinates 
derived therefrom using molecular replacement or homology modeling 
agents may be designed having increased potency and/or selectivity versus 
known inhibitors, e.g, by modifying the structure of known inhibitors or by 
designing new agents de novo via computational inspection of the three- 
dimensional configuration of KSP's novel ligand binding site described 
herein (relative structural coordinates of amino acid residues listed in Figure 
10 as set forth in Tables 1-4 and the relative structural coordinates set forth 
in Table 5). 

As such, an embodiment of the invention proposes using the 
structural coordinates of Tables 1-4 of the present invention, or structural 
coordinates derived therefrom using molecular replacement or homology 
modeling techniques as discussed above to screen a database for agents that 
may act as potential inhibitors of KSP activity. As an example, the obtained 
structural coordinates of the present invention may be read into a software 
package and the three-dimensional structure analyzed graphically. A number 
of computational software packages may be used for the analysis of 
structural coordinates, e.g., Sybyl (Tripos Associates) etc. Additional 
software programs may be optionally used to check the coordinates with 
regard to features such as bond and atom types. If necessary, the three- 
dimensional structure may be modified and then energy minimized using the 
appropriate software until all of the structural parameters are at their 
equilibrium/optimal values. The energy minimized structure can then be 
superimposed against the original structure to make sure there are no 
significant deviations between the original and the energy minimized 
coordinates. 

Once the specific interaction between KSP and a known 
inhibitor is determined, e.g., such as the information provided in Tables 1-4, 
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docking studies with different inhibitors will allow one skilled in the art to 
generate initial models of new inhibitors bound to KSP. The integrity of 
these new models may be evaluated a number of ways, including 
constrained conformational analysis using molecular dynamics methods; 
that is where both KSP and the bound inhibitor are allowed to sample 
different three-dimensional conformational states until the most favorable 
state is reached or found to exist between the protein and the bound agent 
etc. Once models are obtained of the original known agent bound to KSP 
(Tables 1-4) and computer models of other molecules bound to KSP are as 
well obtained, strategies may be proposed determined for designing 
modifications into the inhibitors to improve their activity and/or enhance 
their selectivity. 

For example, once a KSP binding agent has been optimally 
selected or designed, as described above, substitutions may then be made in 
some of its atoms or side groups in order to improve or modify its selectivity 
and binding properties for KSP. Generally, initial substitutions are 
conservative, i.e., the replacement group will have approximately the same 
size, shape, hydrophobicity and charge as the original group. Such 
substituted chemical compounds may then be analyzed for efficiency of fit 
to KSP by the same computer methods described in detail above. Further 
molecular analysis and rational drug design techniques are disclosed in U.S. 
Pat. Nos. 5,834,228, and 5,939,528 the contents of which are incorporated 
by reference in their entirety. 

Thus, an exemplary embodiment of the invention envisions a 
method of three-dimensional modeling of a KSP protein, comprising the 
steps of: 

(a) providing three-dimensional atomic coordinates derived from 
X-ray diffraction measurements of a KSP protein in a computer readable 
format; 

(b) inputting the data from step (a) into a computer with 
appropriate software programs; and 

(c) generating a three-dimensional structural representation of 
the KSP protein suitable for visualization and further computational 
manipulation. 
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This invention fiirther provides for the use of the structural 
coordinates of a crystalline composition of this invention, or portions 
thereof, to identify reactive amino acids within the three-dimensional 
structure, preferably within or adjacent to a ligand binding site; to generate 
and visualize a molecular surface, such as a water-accessible surface or a 
surface comprising the space-filling van der Waals surface of all atoms; to 
calculate and visualize the size and shape of surface features of the protein 
or complex, e.g., ligand binding pockets; to locate potential H-bond donors 
and acceptors within the three-dimensional structure, preferably within or 
adjacent to a ligand binding site; to calculate regions of hydrophobicity and 
hydrophilicity within the three-dimensional structure, preferably within or 
adjacent to a ligand binding site; and to calculate and visualize regions on or 
adjacent to the protein surface of favorable interaction energies with respect 
to selected functional groups of interest (e.g. amino, hydroxyl, carboxyl, 
methylene, alkyl, alkenyl, aromatic carbon, aromatic rings, heteroaromatic 
rings, substituted and unsubstituted phosphates, substituted and 
unsubstituted phosphonates, substituted and unsubstituted fluoro and 
difluorophosphonates; etc.). One may use the foregoing approaches for 
characterizing the protein and its interactions with moieties of potential 
ligands to design or select compounds capable of specific covalent 
attachment to reactive amino acids (e.g., cysteine) and to design or select 
compounds of complementary characteristics (e.g., size, shape, charge, 
hydrophobicity/hydrophilicity, ability to participate in hydrogen bonding, 
etc.) to surface features of the protein, a set of which may be preselected. 
Using the structural coordinates, one may also predict or calculate the 
orientation, binding constant or relative affinity of a given ligand to the 
protein in the complexed state, and use that information to design or select 
compounds of improved affinity. 

In such cases, the structural coordinates of the KSP protein, 
or portion or complex thereof, are entered in machine readable form into a 
machine programmed with instructions for carrying out the desired 
operation and containing any necessary additional data, e.g. data defining 
structural and/or functional characteristics of a potential ligand or moiety 
thereof, defining molecular characteristics of the various amino acids, etc. 
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The present invention is additionally directed to a method of 
determining the three-dimensional structure of a molecule or molecular 
complex whose structure is unknown, comprising the steps of first obtaining 
crystals of the molecule or molecular complex whose structure is unknown, 
and then generating X-ray diffraction data from the crystallized molecule or 
molecular complex and/or generating NMR data from the solution of the 
molecule or molecular complex. The generated diffraction or spectroscopy 
data from the molecule or molecular complex can then be compared with the 
solution coordinates or three-dimensional structure of KSP as disclosed 
herein, and the three-dimensional structure of the unknown molecule or 
molecular complex conformed to the KSP structure using standard 
techniques such as molecular replacement analysis, 2D, 3D and 4D isotope 
filtering, editing and triple resonance NMR techniques, and computer 
homology modeling. Alternatively, a three-dimensional model of the 
unknown molecule may be generated by generating a sequence alignment 
between KSP and the unknown molecule, based on any or all of amino acid 
sequence identity, secondary structure elements or tertiary folds, and then 
generating by computer modeling a three-dimensional structure for the 
molecule using the three-dimensional structure of, and sequence alignment 
with, KSP. 

Preferred embodiments of the aforementioned methods are 
those methods wherein the KSP protein comprises a binding site 
characterized by amino acid residues described in Figure 10. 

This invention also provides peptidomimetic methods for 
designing a compound capable of binding to a KSP protein or KSP 
homolog. One such method involves graphically displaying a three- 
dimensional representation based on coordinates defining the three- 
dimensional structure of a KSP family protein or a portion thereof 
complexed with a ligand. Interactions between portions of a ligand and the 
protein may then be analyzed in order to identify candidate moieties for 
replacement. One or more portions of the ligand which interact with the 
protein may be replaced with substitute moieties selected from a knowledge 
base of one or more candidate substitute moieties, and/or moieties may be 
added to the ligand to permit additional interactions with the protein. 
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Another aspect of the invention relates to a complementary 
protein having a structure substantially complementary to the three- 
dimensional structure according to Tables 1-4; or to a medicinally effective 
part thereof, particularly a ligand binding region. A complementary protein 
is one whose three-dimensional structure is substantially complementary to 
the Tables 1-4 structure or a part thereof, such that the complementary 
structure may bind thereto and may form a complex. The lifetime of the 
complex may be long in the case of an inhibiting complementary protein. Of 
course, binding will also require an appropriate choice of amino acid 
sequence. Such complementary protein may act as an inhibitor of the KSP 
protein. Such inhibitors may be used in vivo or in vitro to modify the activity 
of KSP. 

In the pharmaceutical industry, new or known compounds are 
routinely screened for new uses employing a variety of known in vitro or in 
vivo screens. Often such screens involve complex natural substances and are 
correspondingly expensive to carry out, and the result may be difficult to 
interpret. The knowledge of the three-dimensional protein structure 
according to the invention allows a preliminary screening to be carried out 
on the basis of the three-dimensional structure of a region thereof, and the 
structural similarity of a molecule which is being screened. This is usually 
carried out in conjunction with a knowledge of the amino sequence of the 
region. Such screening can conveniently be carried out using computer 
modeling techniques, which match the three-dimensional structure of the 
protein or part thereof (or complementary protein or part thereof) with the 
structure of the molecule being screened, thereby allowing one to predict 
potential inhibitor activity. 

The binding of a ligand to the novel binding site of the instant 
invention and the formation of the novel binding pocket as a result can also 
be indirectly assessed by spectroscopically determining the shift in the 
fluorescence of the amino acid 127 tryptophan residue. Thus it has been 
discovered that the fluorescent emission of W 127 is modulated when KSP is 
treated with one of the inhibitors described above in the presence of a 
nucleotide or nucleotides. 
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A further embodiment of the instant invention is an in vitro 
assay for the determination of binding of a test compound to the novel KSP 
binding site described herein. The assay comprises the steps of: 

1. contacting KSP with the test compound and a nucleotide and 
measuring the fluorescence of the mixture at the peak 
emission wavelength for W 127 in KSP; 

2. contacting KSP with a nucleotide and measuring the 
fluorescence of the mixture at the peak emission wavelength 
forW 127 in KSP; and 

3. comparing the fluorescence of the mixture of KSP, the test 
compound and the nucleotide with the fluorescence of the 
mixture of KSP with the nucleotide alone. 

In another embodiment of the in vitro fluorescence assay the 
nucleotide is selected from ADP and AMPPNP (a non-hydrolysable analog 
of ATP, adenosine 5'-(P,Y-imido)triphosphate tetralithium salt hydrate). 

In an embodiment of the in vitro fluorescence assay the 
mixtures additionally contain a source of magnesium ion. Preferably the 
source of magnesium ion is MgCb. 

In another embodiment of the in vitro fluorescence assay the 
measurement of the fluorescence of the KSP, test compound and nucleotide 
mixture is performed at several different concentrations of the test 
compound. 

Because the KSP kinesin's three-dimensional structure is 
uniquely suited to the formation of the novel binding pocket of the instant 
invention, the methods of identification of compounds that bind to the novel 
binding pocket described herein, such as the fluorescence assay described 
above, may be used to identify selective inhibitors of KSP which may not 
inhibit other mitotic kinesins. Such identification of a selective KSP 
inhibitor may offer particular advantages over an inhibitor which is 
competitive with the binding of the nucleotide substrate of KSP or which 
binds to the site of microtubule binding. 

A still further aspect of the invention relates to antibodies 
(including monoclonal antibodies) directed to the KSP protein or 
complementary protein, for the detection thereof or for the modulation of its 
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medicinal activity, it being understood that the antibody is specific for the 
KSP-ligand, e.g., inhibitor bound conformation. 



the foregoing means may be tested for their ability to bind to a KSP protein, 
inhibit the binding of a KSP protein to a natural or non-natural ligand 
therefor, and/or inhibit a biological function mediated by a KSP protein or a 
BimC family member. 

Finally, the present invention provides agents or inhibitors 
designed or selected using the methods disclosed herein. 

In each of the aforementioned uses of atomic coordinates of 
KSP, the coordinates according to Tables 1-4 are preferred. 

Additional objects of the present invention will be apparent 
from the description which follows. 

As used herein, the following terms and phrases shall have 
the meanings set forth below: 

Unless otherwise noted, "KSP" includes both native and wild 
type Kinesin Spindle Protein as well as "KSP analogues", defined herein as 
proteins or peptides comprising a ligand binding site substantially as set 
forth in SEQ ID NO: L Such KSP analogues include, but are not limited to, 
a ligand binding site characterized by a three-dimensional structure 
comprising the relative structural coordinates of amino acid residues set 
forth in Figure 10 as set forth in Tables 1-4, ± a root mean square deviation 
from the conserved backbone atoms of said amino acids of not more than 
3.005 A, more preferably not more than about 2.0A, and most preferably not 
more than about 0.5 A. 

Unless otherwise indicated, "protein" or "molecule" shall 
include a protein, protein domain, polypeptide or peptide. 

"Structural coordinates" are the Cartesian coordinates 
corresponding to an atom's spatial relationship to other atoms in a molecule 
or molecular complex. Structural coordinates may be obtained using X-ray 
crystallography techniques or NMR techniques, or may be derived using 
molecular replacement analysis or homology modeling. Various software 
programs allow for the graphical representation of a set of structural 
coordinates to obtain a three-dimensional representation of a molecule or 
molecular complex. The structural coordinates of the present invention may 



Compounds of the structures selected or designed by any of 



-41- 



# 



be modified from the original sets provided in Tables 1-4 by mathematical 
manipulation, such as by inversion or integer additions or subtractions. As 
such, it is recognized that the structural coordinates of the present invention 
are relative, and are in no way specifically limited by the actual x, y, z 
coordinates of Tables 1-4. 

An "agent" "ligand" "binding partner" shall include a protein, 
polypeptide, peptide, nucleic acid, including DNA or RNA, molecule, 
compound or drug. 

"Root mean square deviation" is the square root of the 
arithmetic mean of the squares of the deviations from the mean, and is a way 
of expressing deviation or variation from the structural coordinates 
described herein. The present invention includes all embodiments 
comprising conservative substitutions of the noted amino acid residues 
resulting in same structural coordinates within the stated root mean square 
deviation. 

MATERIALS AND METHODS 

Materials and methods provided are intended to assist in a 
further understanding of the invention and are not to limit the reasonable 
scope thereof. 

Motor Domain of Human KSP. Amino Acids 1-368 
MASQPNSSAK KKEEKGKNIQ VVVRCRPFNL AERKASAHSI 
VECDPVRKEV SVRTGGLADK SSRKTYTFDM VFGASTKQID 
VYRS WCPIL DEVIMGYNCT IFAYGQTGTG KTFTMEGERS 
PNEEYTWEED PLAGHPRTL HQIFEKLTDN GTEFS VKVSL 
LEIYNEELFD LLNPSSDVSE RLQMFDDPRN KRGVUKGLE 
ETTVHNKDEV YQBJEKGAAK RTTAATLMNA YSSRSHS VFS 
VTIHMKETTI DGEELVKIGK LNLVDLAGSE NIGRSGAVDK 
RAREAGN1NQ SLLTLGRVIT ALVERTPHVP YRESKLTRJDL 
QDSLGGRTRT SEATISPAS LNUEETLSTL EYAHR AKN1L 
NKPEVNQK 
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Binding Pocket of Human KSP 

Lining the newly formed pocket and surrounding the ligand are amino acid 
residues: 

115 (M), 116(E), 117(G), 118(E), 119(R), 127(W), 130(D), 132(L), 133(A), 
134(G), 136(1), 137(P) (from helix-cc2 and its insertion loop; residue 116 is 
at the end of the first portion of helix-oc2 and residue 134 is at the beginning 
of the second portion of helix-a2 thus the insertion loop starts at residue 116 
and ends at residue 134); 
160(L) (from beta strain-04); 

211(Y), 214(L), 215(E), 217(G), 218(A), 221(R) (from helix-cc3); and 
239(F) (from beta strain-06). 

KSP Expression 

K coli cells harboring the KSP (368 residues) vector were 
grown at 37°C in LB medium containing 100 M-g/ml ampicillin. KSP 
expression was induced at 25°C with 0.5mM isopropyl-D (-)- 
thiogalactopyranoside, and the cells were grown for four additional hours at 
25°C prior to harvest. 

Cells from 10 litre were suspended in 75 ml lysis buffer 
(50mM PIPES, 2mM MgCl 2 > ImM ATP, ImM TCEP, ImM EGTA, 
protease inhibitor tablets (one tablet per 50ml buffer)) and homogenized. 
Cells were disrupted by passing the homogenized suspension thrice through 
a Microfluidizer (Model 1 10-S). The cell lysate was centrifuged at 15,000 
rpm for 30 minutes and the supernatant mixed with DE-52 resin (100 ml) 
pre-equilibrated in SP sepharose Buffer A (50mM PIPES, 2mM MgCl 2 , 
ImM ATP, ImM TCEP, ImM EGTA). Supernatant was removed after 
spinning at 1000 rpm for 10 minutes. Resin was washed twice with one resin 
volume (100ml) of 50mM PIPES, 2mM MgCl 2 , ImM ATP, ImM TCEP, 
ImM EGTA. The supernatants were pooled and loaded onto SP sepharose 
column (50ml, 2.6cm diameter column, Amersham Biosciences). Kinesin 
with -95% purity was eluted at 0.15 to 0.2 M KC1 using 0-30% KC1 
gradient. The fractions containing KSP (by SDS-PAGE analysis) were 
pooled and diluted with SP sepharose buffer A to a final KC1 concentration 
of 50mM. The pool was mixed with 10ml of High performance Q-sepharose 
(Amersham Biosciencs) equilibrated in SP sepharose BufferA. The 
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supernatent was collected by spinning at lOOOrpm for 10 minutes. The resin 
was washed four times with two resin volume. The washes and supernatant 
were pooled and concentrated on Centriprep-10 to 15 to 17mgfrnl and stored 
in small alicots at -70° C. The protein was characterized by N-terminal 
sequence analysis by Edman degradation on an Applied Biosystem model 
470A gas phase sequencer. Protein concentration was determined with 
quantitative amino acid analysis by using a post column ninhydrin 
derivatization method on a Beckman 6300 analyzer. Molecular weight was 
determined on Deca-LCQ (Finnegan) mass spectrometer. Molar mass and 
size distribution was determined by multi-angle light scattering detector 
(Wyatt technology, DAWN EOS) connected to size exclusion column on 
Millenium HPLC. 

Crystallization 

The concentrated kinesin (ADP, Mg**) protein at about 
15mg/ml in 50mM PIPES buffer at pH 6.8 in the presence of 2mM MgCl 2 , 
ImM TECP, ImM ATP, 84mM KC1, and ImM EGTA was incubated with 
lmM inhibitor Compound 5-2b ((+)-monastrol). Small single crystal seeds 
were obtained by hanging drop method with well solution containing 20% 
PEG3350, 0.15M K 2 HP04 and 0.1M HEPES buffer at pH7.0 in about four 
days. Crystals suitable for X-ray data collection were obtained by macro- 
seeding in hanging drops with well solution containing 14% PEG3350, 
0.2M K 2 HP04 and 0.1M HEPES at pH 6.8 in about two weeks. Hanging 
drops were formed by equal volume of protein and well solutions. 

X-rav Data Collection and Procession 

The X-ray diffraction data at 2.5 A resolution were collected 
at 100K at synchrotron beamline 17-BD of the Advanced Photon Source at 
Argonne National Laboratory. Prior data collection the crystal was soaked 
in the cryo-protectant solution for 20 minutes that contains 20% PEG3350, 
0.15M K 2 HP0 4 , 20% PEG200, and 0.1M HEPES buffer at pH6.8. The 
crystal was then frozen in liquid nitrogen. The X-ray wavelength was set to 
1 A. The data were collected at 0.2° oscillation per frame with 1000 frames 
total and 1 second exposure per frame at 250 mm detector to crystal 
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distance. The data were processed and scaled by use of HKL2000 package. 
The crystal is in orthorhombic space group of P2i2i2i with cell dimensions 
of a= 69.5 A b=79.5 A and c=159.0 A. The completeness of the data set 
was 99%. The Rsym was 0.084. 

Structure Determination and Refinement 

The structure was determined by the use of the molecular 
replacement method in cooperation with extensive model rebuilding and 
dynamic refinement. The kinesin protein coordinates in the binary complex 
crystal structure of kinesin bound with ADP (Mg**) was used as the search 
model. The molecular replacement solution was obtained with use of 
program AmoRe at 4.0 A to 15 A resolution range, which gave R-f actor of 
0.48 and correlation coefficient of 0.60. The initial protein model was 
rebuilt and refined literally at 2.5A resolution, those included dynamic 
refinement, energy minimization and temperature factor refinement. The 
Compound 5-2b density became apparent at the fourth rebuilding and 
refinement cycle. Finally, 441 water molecules were added in the model and 
the R-factor was 0.21 with R-free of 0.26 with good geometry (RMSD b0 nds = 
0.007 A, RMSDangies = 1-32 °). The current protein model binds with one 
ADP, one Mg ion and one Compound 5-2b. It starts at residue Asnl8 to 
Lys362 with a gap from residue Asn271 to Asn287 (missing loop 11 from 
He272 to Gly286) due to lack of electron density. There are two complexes 
in an asymmetric unit. 

Tertiary Structure of KSP/ADP/Compound 5-2b 

The 3-dimensional, tertiary structure of KSP, bound with Mg^-ADP and 
Compound 5-2b ((+)-monastrol), was determined at 2.5 A resolution with 
use of phases derived from a combination of molecular replacement, 
extensive manual rebuilding, and dynamic refinement. Two identical 
protein complexes were found in the asymmetric unit of the crystal and were 
related by a local, non-crystallographic 2-fold axis. For each, the electron 
density of the protein as well as those of the ligands (ADP, Mg*"*, and 
Compound 5-2b) was all well defined. Compound 5~2b was seen to be of the 
S handedness. Residues 2-17, 272-286,and 363-368 were disordered and 
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showed no electron densities (The N-terminal Metl residue was processed 
upon expression). See Figures 1-8. 

Fluorescence of Trol27 of KSP(368VADP -/+ Inhibitors 

Materials 

-2X kinesin buffer: 160 raM K-Hepes, 2 mM MgCl 2 , 2 mM EGTA, 2 mM 
DTT (added fresh daily), and 100 mM KC1, pH 6.8. 

-Nucleotide: nucleotide is resuspended to 200 mM in 50 mM K-Hepes (pH 
6.8). 

-Nucleotide is diluted 1:1 with 200 mM MgCl 2 to a stock concentration of 
100 mM of 1:1 nucleotide:MgCl 2 . 
-Cuvette volume = 300 ul 

Methods 



1) Add 281 ul of IX kinesin buffer, ± nucleotide, and H 2 0 
(Nucleotide = none, 1 mM AMPPNP, or 1 mM ADP (final concentration)). 

2) Add 18.75 ul of 4 uM stock nucleotide-free KSP(367H). 

3) Add compound sequentially from DMSO stock (with all the 
volume of all additions < 0.6 ul). 

4) Measure fluorescence after each addition (starting with buffer 
only). 

5) Example titration for Compound 8- 1 with KSP(367H)ADP: 



281 ul of IX kinesin buffer + 1 mM ADP: 

add 250 nM KSP (18.75 ul of 4 uM nucleotide-free stock) 

add 1 nM Compound 8-1 (1 nM f ) (addition of 0.3 ul of 0.001 mM stock) 

add 2 nM Compound 8-1 (3 nM f ) (addition of 0.6 ul of 0.001 mM stock) 

add 4 nM Compound 8-1 (7 nM f ) (addition of 0.12 ul of 0.01 mM stock) 

add 3 nM Compound 8-1 (10 nM f ) (addition of 0.09 ul of 0.01 mM stock) 

add 20 nM Compound 8-1 (30 nM f ) (addition of 0.6 ul of 0.01 mM stock) 

add 40 nM Compound 8-1 (70 nM f ) (addition of 0.12 ul of 0.1 mM stock) 

add 30 nM Compound 8-1 (100 nM f ) (addition of 0.09 ul of 0.1 mM stock) 

add 200 nM Compound 8-1 (300 nM f ) (addition of 0.6 ul of 0.1 mM stock) 
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add 400 nM Compound 8-1 (700 nM f ) (addition of 0.12 ul of 1 mM stock) 
add 300 nM Compound 8-1 (1000 nM f ) (addition of 0.09 ul of 1 mM stock) 
add 2000 nM Compound 8-1 (3000 nM f ) (addition of 0.6 ul of 1 mM stock). 

6) After each addition, measure steady-state fluorescence under 
the following conditions: 

Xcx = 388 nm, X em = 342-346 ran, band width = 3 ran ex/3 nm em, 
wavelength increment = 0.5 nm, integration time = 2s. 

7) Repeat the same titration series: 

in the absence of KSP (to determine compound-related background), and 
in the absence of KSP, but in the presence of 1 uM L-tryptophan (to 
determine compound-related effects on the amino acid itself). 

Calculations 

At the peak emission wavelength for W127 in KSP(367H) (=344 nm) 
measure the compound emission in kinesin buffer as a function of 
[compound]; measure fluorescence of L-tryptophan as a function of 
[compound]; measure fluorescence of KSP(367H) as a function of 
[compound]; correct KSP(367H) fluorescence for its decrease over time 
(due to losses of protein to the cuvette); subtract compound emission from 
L-tryptophan emission;- subtract compound emission from KSP(367H) 
emission. Calculate the fraction of fluorescence of L-tryptophan vs 
[compound]: (L-trp fluorescence (344 nm) at given [compound]) / (L-tip 
fluorescence (344 nm) at 0 cpd); calculate the fraction of fluorescence of 
KSP(367H) vs [compound]: (KSP fluorescence (344 nm) at given 
[compound]) / (KSP fluorescence (344 nm) at 0 cpd); then normalize: KSP 
(frcn fl) / L-trp(frcn fl) and plot vs [compound]. 

Results of this assay are illustrated in Figures 11-13. 

Compounds that were utilized in the identification and testing 
of the novel KSP binding site that is disclosed herein may be prepared by the 
methods described below: 
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Step 1; 3-[3-(benzyloxy)phenyl]-l-(2-chlorophenyl)prop-2-en-l-one 

£L4) 

To a solution of 2'-chloroacetophenone (1-1) (1.26mL, 
9.70mmol) in 40 mL of THF at -78°C was slowly added 10.7 mL 
(10.7mmol) of a 1M LiHMDS solution in THF. After stirring for lh at - 
1S°C, a solution of 2.05g (9.70mmol) of 3-benzyloxy-benzaldehyde (1-2) in 
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8 niL of THF was added, and stirring was continued at that temperature for 
an additional hour. The mixture was then dumped into a separatory funnel 
containing 100 mL of saturated aqueous NHUC1 and extracted twice with 
100 mL of EtOAc. The organic phases were combined, washed with 100 
mL of brine, and dried over Na 2 S0 4 . After filtering off the drying agent, the 
solvent was removed on a rotary evaporator, and the residue was dissolved 
in 50 mL of CH 2 C1 2 . After cooling to -78°C, 4 mL of triethylamine and 2 
mL of trifluoroacetic anhydride were added sequentially, and the mixture 
was allowed to warm to rt and stir for 12h. The reaction was then dumped 
into a separatory funnel with 100 mL of 1M HC1, the layers were separated, 
and the aqueous phase extracted again with CH 2 C1 2 . The organic layers 
were combined, washed again with 1 M HC1, washed with water, and dried 
over Na 2 S0 4 . After concentration, the crude material was purified by 
chromatography on silica gel with a gradient of 0 to 40% EtOAc in hexanes 
over 45 min to provide 1^4 as a viscous yellow oil Data for 1^4: ! HNMR 
(500 MHz, CDCI3) 8 7.5 - 7.0 (m, 15H) 5.1 (s, 2H) ppm. 

Step 2: l-f2-chlorophenvlV3-(hvdroxvphenvl)prop-2-en-l-one(l-5^ 

To a solution of 740 mg (2.12mmol) of 1^4 in 15 mL of 
CH 2 C1 2 at -78°C was added dropwise 2.75 mL (2.75mmol) of a 1M solution 
of BBr 3 in CH 2 C1 2 . After stirring for 30 min at that temperature, 1 mL of 
MeOH was added, and the mixture was dumped into water, extracted twice 
with 50 mL of CH 2 C1 2 , washed again with water, and dried over Na 2 S0 4 . 
After concentration, the residue was purified by column chromatography on 
silica gel with a gradient of 2 to 70% EtOAc in hexanes over 30 min to 
provide 1^5 as a beige solid. Data for U5: I HNMR (500 MHz, CDC1 3 ) 8 7.5 
- 7.3 (m, 5H), 7.25 (m, 1H), 7.2 - 7.0 (m, 3H), 6.9 (m, 1H), 5.1 (bs, 1H) 
ppm. 

Step 3: 3-[l-acetyl-3-(2-chlorophenyl)-4,5-dihydro-lH-pyrazol-5- 

vllDhenol ( 1-7^ 

To a solution of 120mg (0.46mmol) of chalcone 1^5 in 4 mL 
of acetic acid was added 50 jxL (0.93mmol) of hydrazine hydrate. The 
reaction was then placed in an oil bath at 1 10°C for 24h. After cooling to it, 
the solvents were removed on a rotary evaporator, the residue was dissolved 
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in 50 mL of CH2CI2, washed twice with aqueous NaHCOa, dried over 
Na2S04, and concentrated. The residue was then purified by column 
chromatography on silica gel with a gradient of 5 to 75% EtOAc in hexanes 
over 30 min to provide 1£7 as a fluffy white solid. Data for 1£7: *HNMR 
(500 MHz, CDCI3) 6 7.75 (m, 1H), 7.45 (m 1H), 7.4 - 7.3 (m, 2H), 7.2 (m, 
1H), 6.8 (d, 1H), 6.7 (m, 2H), 5.5 (m, 1H), 3.9 (m, 1H), 3.3 (m, 1H), 2.4 (s, 
3H) ppm. HRMS (ES) calc'd M + H for CnH^CHSfeCb: 315.0895. Found: 
315.0904. 
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SCHEME 2 




NOBF4 




N 3 + 



1 o 



NH 2 CH 3 CN, O^; F "2 
ether 2-1 



N 
Boc 



Pd(OAc) 2 / J 

CCI4/H2O, 23 °C F"^ 



2. TFAA, lutidine 
toluene, 0 °C; 
23 °C, then reflux 




a., 



N, + BF 4 



2-3 



2-2 



Pd 2 (dba) 3 
CH 3 CN, 23 °C 




TFA 



^ / CH 2 CI 2 




2-5 



2-4 

CICONMe 2 
Et 3 N, CH 2 CI 2 




chiral 
HPLC 



2-6 



N(CH 3 ) 2 




2-7 (-) enantiomer 
2-8 (+) enantiomer 



J—N(CH 3 ) 2 
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Step 1 : 2,5-difluorobenzenediazonium tetrafluoroborate (2-1) 

Nitrosonium tetrafluoroborate (905 mg, 7.75 mmol, 1.00 
equiv) was added to a solution of 2,5-difluoroaniline (0.780 mL, 7.75 mmol, 
1 equiv) in acetonitrile (50 mL) at 0°C. The resulting mixture was stined 
for 1 h, then diluted with ethyl ether (150 mL). The precipitate was filtered 
and air-dried to give 2,5-difluorobenzenediazonium tetrafluoroborate (2-1) 
as a tan solid. l H NMR (300 MHz, CD 3 OD) 5 8.54 (m, 1H), 8.24 (m, 1H), 
7.95 (m, 1H). 

Step 2 : tert-butyl 3-(2,5-difluorophenyl)-2,3^ 

carboxvlate (2-2) 

PalIadium(II) acetate (67 mg, 0.30 mmol, 0.020 equiv) was 
added to a vigourously stirred, deoxygenated mixture of tert-butyl 2,5- 
dihydro-lH-pyrrole-l-carboxylate (2.59 mL, 15.0 mmol, 1 equiv) and 2,5- 
difluorobenzenediazonium tetrafluoroborate (2-1, 3.42 g, 15.0 mmol, 1.00 
equiv) in water and carbon tetrachloride (1: 1, 150 mL) at 23°C, and the 
resulting mixture was stirred for 20 h. The reaction mixture was 
concentrated, and the residue partitioned between ethyl acetate (300 mL) and 
saturated aqueous sodium bicarbonate solution (75 mL). The organic layer 
was washed with brine, then dried over sodium sulfate and concentrated. 
The residue was dissolved in toluene (200 mL), and the resulting solution 
concentrated in vacuo to facilitate azeotropic removal of residual water. 2,6- 
Lutidine (3.50 mL, 30.0 mmol, 2.00 equiv) and trifluoroacetic anhydride 
(1.48 mL, 10.5 mmol, 0.700 equiv) were then sequentially added to a 
solution of the residue in toluene (100 mL) at -10°C. The resulting mixture 
was allowed to warm to 10 °C over 16 h, then heated at reflux for 1 h. The 
reaction mixture was allowed to cool to 23°C, then concentrated. The 
residue was partitioned between ethyl acetate (300 mL) and saturated 
aqueous sodium bicarbonate solution (150 mL). The organic layer was dried 
over sodium sulfate and concentrated. The residue was purified by flash 
column chromatography (hexanes initially, grading to 20% EtOAc in 
hexanes) to give tert-butyl 3-(2,5-difluorophenyl)-2,3-dihydro-lH-pyrrole-l- 
carboxylate (2-2) as a red oil. l H NMR (500 MHz, CDC1 3 ) major rotamer: 8 
7.03-6.84 (m, 3H), 6.70 (br s, 1H), 5.01 (br s, 1H), 4.42 (m, 1H), 4.13 (m, 
1H), 3.60 (m, 1H), 1.50 (s, 9H). 
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Step 3 : tert-butyl 4-(2,5-difluorophenyl)-2-phenyl-2,5-dihydro- 1H- 

pvrrole-l-carboxvlate (2-4) 

Tris(dibenzylideneacetone)dipalladium(0) (59 mg, 064 
mmol, 0.020 equiv) was added to a deoxygenated mixture of tert-butyl 3- 
(2,5-difluorophenyl)-2,3-dihydro-lH-pyrrole-l~carboxylate (2-2, 900 mg, 
3.20 mmol, 1 equiv), benzenediazonium tetrafluoroborate (1-3, prepared by 
the method described above for 2-3, 614 mg, 3.20 mmol, LOO equiv), and 
sodium acetate trihydrate (1.32 g, 9.60 mmol, 3.00 equiv) in acetonitrile (70 
mL) at 23°C. The reaction mixture was stirred for 16 h, then partitioned 
between saturated aqueous sodium bicarbonate solution and ethyl acetate (2 
x 70 mL). The combined organic layers were dried over sodium sulfate and 
concentrated. The residue was purified by flash column chromatography 
(hexanes initially, grading to 40% hexanes in EtOAc) to provide tert-butyl 4- 
(2,5-difluorophenyl)-2-phenyl-2,5-dihydro-lH-pyrrole-l-carboxyIate(2-4) 
as an orange oil. LRMS m/z (M+H-CH 3 ) 343.0 found, 343.1 required. 

Step 4 : 4-(2,5-difluorophenyl)-2-phenyl-2,5-dihydro-lH-pyrroIe(2- 

5) 

Trifluoroacetic acid (20 mL) was added to a solution of tert- 
butyl 4-(2 s 5-difluorophenyl)-2-phenyl-2,5-dihydro-lH-pyrrole-l-carboxylate 
(2-4, 700 mg, 1.96 mmol, 1 equiv) in dichloromethane (50 mL) at 23 °C, 
and the resulting mixture was stirred for 30 min, then concentrated to give 4- 
(2,5-difluorophenyl)-2-phenyl-2,5-dihydro-lH-pyirole (2-5) as a TFA salt 
(brown oil). LRMS m/z (M+H) 258.1 found, 258.1 required. 

Step 5 : 4-(2,5-difluorophenyl)-N,N-dimethyl-2-ph 

lH-pvrrole-l-carboxamide (2-6) 

Triethylamine (1.37 mL, 9.79 mmol, 5.00 equiv) and 
dimethylcarbamoyl chloride (0.180 mL, 1.96 mmol, 1.00 equiv) were added 
to a solution of 4-(2,5-difluorophenyl)-2-phenyl-2,5-dihydro-lH-pyrrole (2- 
5, 1.96 mmol) in dichloromethane (50 mL) at 23°C, and the resulting 
mixture was stirred for 2 h, then concentrated. The residue was partitioned 
between saturated aqueous sodium bicarbonate solution (75 ml) and ethyl 
acetate (100 mL). The organic layer was dried over sodium sulfate and 
concentrated. The residue was purified by reverse-phase LC (H2O/CH3CN 
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gradient w/ 0.1 % TFA present) to provide 4*(2,5-difluorophenyI)-N,N« 
dimethyl-2-phenyl-2,5-dihydro-lH-pyrrole-l-carboxaniide (2-6) as an off- 
white solid. *H NMR (500 MHz, CDCI 3 ) 5 7.35-7.29 (m, 4H), 7.25 (m, 1H), 
7.05 (m, 1H), 7.00 (m, 1H), 6.96 (m, 1H), 6.40 (br s, 1H), 6.13 (m, 1H), 4.88 
(ddd, 1H, J = 13.7, 5.6, 2.0 Hz), 4.52 (d, 1H, / = 13.7 Hz), 2.88 (s, 6H). 
LRMS m/z (M+H) 329.1 found, 329.1 required. 

Step 6 : Enantiomers of 4-(2,5-difluorophenyl)-N,N-dtaethyl-2- 

phenvl-2.5-cKhvdro-lH-pvrroIe-l-carboxamide (2-7 and 2-8^ 
Resolution of enantiomers of racemic 4-(2,5-difluorophenyl)- 
N,N-dimethyl-2-phenyl-2,5-dihydro-lH-pyiTole-l-carboxamide (2-6) by 
chiral normal-phase HPLC (Chiralcel OD column: 0.1 % diethylamine in 
40% ethanol in hexanes) provided in order of elution 2-7 (-) and 2-8 (+). 
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Step 1 : (2S,4S)-tert-Butyl 4-hydroxy-2-phenylpyrrolidine-l- 

carboxvlate (3-2) 

To a flame dried flask equipped with stir bar was added tert- 
butyl (2S,4S)-4-{ [tert-butyl(dimethyl)silyl]oxy }-2-phenylpyrrolidine-l- 
carboxylate (3-1, prepared from (5)~(-)-4-chloro-3-hydroxybutyronotrile by 
the method of Maeda, et al Syrdett 2001, 1808-1810, 7.8 g, 20.7 mmol) and 
anhydrous acetonitrile (20.0 mL). The resulting solution was treated with 
triethylamine trihydrofluoride (10.1 mL, 62.0 mmol) while stirring under N 2 . 
The reaction stirred 12 h at 40 °C. The reaction was then diluted with EtOAc 
(100 mL) and poured into 5% aq. NaHCOa. Following cessation of gas 
evolution, the organic layer was washed three addition times with 5% aq. 
NaHC0 3 . The organic layer was dried over magnesium sulfate, filtered and 
concentrated to provide crude product. Recrystallization was effected from 
EtOAc/hexanes to provide (2S,4S)-tert-butyl 4-hydroxy-2- 
phenylpyrrolidine-l-carboxylate (3-2) as a white crystalline solid. l H NMR 
(300 MHz, CDC1 3 ) rotamers 5 7.38-7.18 (m, 5H), 4.90 (m, 1H), 4.42 (m, 
1H), 3.88 (m, 1H), 3.56 (dd, /= 11.5, 4.0 Hz, 1H), 2.60 (m, 1H), 2.03 (m, 
1H), 1.50 and 1.20 (br s, 9H); MS 208.0 found, 208.1 (M- C(CH 3 ) 3 ) 
required. 

Step 2 : (2S)-tert-butyl 4-oxo-2-phenylpyrrolidine-l-carboxylate (3- 

3) 

To a flame dried flask equipped with stir bar was added 150 
mL anhydrous dichloromethane which was cooled to -78 °C. Oxalyl 
chloride (3.8 mL, 44 mmol) andDMSO (4.8 mL, 61 mmol) were added 
sequentially and the reaction stirred for 10 min. (2S,4S)-tert-butyI 4- 
hydroxy-2-phenylpyrrolidine-l-carboxylate (3-2, 2.28 g, 8.73 mmol) in 10 
mL anhydrous dichloromethane was added dropwise and stirred 1 h at - 
78°C. Triethylamine (12 mL, 87mmol) was added and the reaction was 
warmed to 0°C over 1 h. Upon completion, the reaction was washed with 
5% NaHC03, brine and dried over MgS0 4 . The organic layer was 
concentrated to provide crude (2S)-tert-butyl 4-oxo-2-phenylpyrrolidine-l- 
carboxylate (3-3). Recrystallization was effected with EtOAc/hexanes. ! H 
NMR (300 MHz, CDC1 3 ) 5 7.35 (m, 3H), 7.17 (m, 2H), 5.38 (m, 1H), 4.08 
(d, J = 19.5 Hz, 1H), 3.90 (d, J= 19.3 Hz, 1H), 3.13 (dd, /= 18.8, 9.8 Hz, 
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1H), 2.58 (dd, /= 18.6, 2.4 Hz, 1H), 1.40 (br s, 9H); MS 206.0 found, 206.1 
(M - C(CH 3 ) 3 ) required. 

Step 3 : (2S)-tert-butyl 2-phenyl-4-{ [(trifluoromethyl)sulfonyl]o^ 

2,5-dihvdro-lH-pvrrole-l-carboxvlate (3-4 ) 

To a flame dried flask equipped with stir bar was added 
ketone (2S)-tert-butyi 4-oxo-2-phenyIpyrrolidine-l-carboxylate (3-3, 0.16 g, 
0.62 mmol) and anhydrous THF (2 mL). The resulting solution was cooled 
to -78 °C, and treated dropwise with lithium hexamethyldisilylamide 
(LHMDS, 0.68 mL, 1M in THF, 0.68 mmoL). The reaction stirred 1 h at -78 
°C, and N~(5-chloropyridin-2-yl)-l,l,l-trifluoro-N- 
[(trifluoromethyl)sulfonyl]-methanesulfonamide (0.27 g, 068 mmol) was 
added neat in one portion. The reaction was allowed to warm to 0 °C and 
stirred 4 hours total. The reaction was diluted with Et20 (lOmL) and washed 
successively with H2O (lOmL) and brine (10 mL). The organic layer was 
dried over MgSC>4, filtered and concentrated. The crude residue was purified 
by flash column choromatography (0-20% EtOAc/hexanes gradient, 15 min) 
to provide (2S)-tert-butyl 2-phenyl-4-{[(trifluoromethyl)sulfonyl]oxy}-2,5- 
dihydro-lH-pyrrole-l-carboxylate (3-4). l H NMR (300 MHz, CDC1 3 ) major 
rotamer: 5 7.30 (m, 5H), 5.72 (m, 1H), 5.48 (m, 1H), 4.42 (m, 2H), 1.18 (s, 
9H); MS 379.0 found 379.1 (M - CH 3 ) required. 

Step 4 : (2S)-4-(2,5-difluorophenyl)-2-phenyl-N,N-dimethyl-2,5- 

dihydro-lH-pvrrole-l-carboxamide (3-5) 

To a flame dried flask equipped with stir bar was added (2S)- 
tert-butyl 2-phenyl-4-{ [(trifluoromethyl)sulfonyl]oxy}-2,5-dihydro-lH- 
pyrrole-l-carboxylate (3-4, 0.250 g, 0.636 mmol), 2,5-difluorophenyl 
boronic acid (0.251 g, 1.59 mmol), Na 2 C0 3 (0.202 g, 1.91 mmol), andLiCl 
(0.081 g, 1.91 mmol). The solids were dissolved in 20 mL 4:1 DME/H 2 0 
and degassed with nitrogen. Pd(PPh 3 ) 4 (0.037 g, 0.032 mmol) was added 
and the reaction was sealed under nitrogen and heated to 90 °C for 2 h. 
Upon completion, the reaction was partitioned between 5% aq. NaHCC>3 and 
EtOAc (3 x 50 mL), and the combined organic layers were dried over 
MgS0 4 . Following filtration, the organic layer was concentrated and 
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purified via flash column chromatography (Si02, 0-20% EtOAc/hexanes 
gradient) to provide (2S)-tert-butyl 4-(2,5-difluorophenyl)-2-phenyl-2,5- 
dihydro-m-pyrrole-l-carboxylate (3-5). Further transformations followed 
those described in Scheme 1 to provide the instant compound 2-6. 

SCHEME 4 




4-1 2. MeNCO, O 

acetone 

4-2a (Trans) 
4-2b (Cis^ 



rra/w-lH-Imidazo[U5':l,6Jp 

tetrahvdro-2-methvl-5-f3-hvdroxvphenvn (4-2a> 

To a mixture of DL^tryptophan (1.5 g, 7.44 mmol), 3-hydroxybenzaldehyde 
(0.90, 7.44 mmol) in EtOH (3 mL) was added aq. H 2 S0 4 (14.9 mL of a 0.5 
M solution). The reaction was heated to 50 C for 12 h. The reaction 
mixture was partly concentrated to remove EtOH and resuspended in H 2 0 (5 
mL). The precipitate was collected by filtration and dried in vacuo. The 
portion of this solid residue (0.14 g, 0.47 mmol) was dissolved in acetone (3 
mL) and treated with methyl isocyanate. The reaction mixture was heated at 
150 C in a sealed vessel for 15 min in a microwave reactor. The reaction 
was cooled to r.t. and concentrated. The residue was absorbed onto silica gel 
then purified on an ISCO automated system affixed with a Biotage flash 
40(s) cartridge eluting with 0-100% EtOAc in hexane at 20 mL/min over 30 
min to afford a mixture of 4-2a/4-2b Trituration of this mixture with diethyl 
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ether provided pure 4-2a. Data for 4-2a : l HNMR (600 MHz, CD 3 OD) 8 
7.52 (d, / = 8 hz, 1H), 7.27 (d, J = 8 hz, 1H), 7.18 (m, 1H), 7.12 (m, 1H), 
7.07 (m, 1H), 6.84 (m, 1H), 6.74 (m, 2H), 6.24 (s, 1H), 4.44 (m, 1H), 3.43 
(m, 1H), 3.01 (s, 3H), 2.88 (m, 1H) ppm. HRMS Calcd (M+l) 348.1270; 
found 348.1343. 

SCHEME 5 



EtO 




OH 



5-1 



Chiral HPLC 



EtO 




5-2a M-enantiomer 
5-2b (+)-enantiomer 



(-)4-(3-Hydroxyphenyl)-6-methyl-2-thioxo-l,23,4-tetrahyoVo-4H-pyrimidin- 
5-carboxylic acid ethyl ester (5-2a) and (+)-4-(3-Hydroxyphenyl)-6-methyl- 
2-thioxo-l,2,3,4-tetrahydro-4H-pyrimidin-5-carboxylic acid ethyl ester (5- 
2b) 



Racemic monastrol (50 mg, Tocris) was resolved by chiral HPLC (Chiralpak 
AD column 5 x 50 cm; 20% EtOH/80% (hexanes + 0.1% diethylamine); 
flow = 60 mlVmin) to yield (-)-enantiomer 1-2A (Rr=57.0 min) and (+)- 
enantiomer 5-2 B (R T = 71.2 min). Enantiomer 5-2B was crystallized from 
hexanes to yield a yellow solid. 
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SCHEME 6 (continued) 




tert-Butvl 3-f(benzvlamino)carbonvl1thien-2-vlcarbamate (6-2) 

A solution of tert-butyllithium in pentane (1.7 M, 42.5 mL, 
72.3 mmol, 2.40 equiv) was added to a solution of tert-butyl thien-2- 
ylcarbamate (6-1, 6.00 g, 30.1 mmol, 1 equiv) in THF (300 mL) at -78 °C. 
The reaction mixture was stirred for 45 min, then solid CO2 (approximately 
20 g) was added and the resulting mixture was warmed to 0 °C and stirred 
for 30 minutes. The reaction mixture was partitioned between aqueous 1 N 
hydrochloric acid solution and ethyl acetate (2 x 150 mL). The combined 
organic layers were dried over sodium sulfate and concentrated. The residue 
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was purified by flash column chromatography (hexanes initially, grading to 
100% ethyl acetate), and the polar fractions were concentrated. A solution 
of the residue, benzylamine (6.61 g, 6L7 mmol, 2.05 equiv), l-(3- 
dimethylaminopropyl)-3-ethylcarbodiimide hydrochloride (5.91 g, 30.8 
mmol, 1.02 equiv), l-hydroxy-7-azabenzotriazole (4.19 g, 30.8 mmol, 1.02 
equiv), and triethylamine (8.59 mL, 61.7 mmol, 2.05 equiv) in DMF (100 
mL) was stirred at 55°C for 24 h. The reaction mixture was concentrated, 
and the residue was partitioned between saturated aqueous sodium 
bicarbonate solution and ethyl acetate (3 x 100 mL). The combined organic 
layers were dried over sodium sulfate and concentrated. The residue was 
purified by flash column (hexanes initially, grading to 100% ethyl acetate) to 
give tert-butyl 3-[(benzylamino)carbonyl]thien-2-ylcarbamate (6-2) as a 
colorless oil. ! H NMR (300 MHz, CDC1 3 ) 8 7.37 (m, 5H), 6.87 (d, 1H, 7 = 
5.8 Hz), 6.69 (d, 1H, J = 5.8 Hz), 6.13 (s, 1H), 4.61 (d, 2H, /= 5.5 Hz), 1.52 
(s, 9H). 

N-benzvl-2-(butvrvlamino)thiophene-3-carboxamide (6-3) 

A solution of tert-butyl 3-[(benzylamino)carbonyl]thien-2- 
ylcarbamate (6-2, 500 mg, 1,50 mmol, 1 equiv) was saturated with HC1 gas 
at 0 °C, and the resulting solution was stirred at 0 °C for 1 h, then allowed to 
warm to 23 °C and stirred for 1 h. The reaction mixture was concentrated 
and the residue was dissolved in pyridine (10 mL). The resulting solution 
was cooled to 0 °C, and butyryl chloride (420 jjL, 4.04 mmol, 2.69 equiv) 
was added in three equal portions over 1 h. The reaction mixture was 
partitioned between aqueous sodium bicarbonate solution and ethyl acetate 
(50 mL). The organic layer was dried over sodium sulfate and concentrated. 
The residue was purified by flash column (hexanes initially, grading to 
100% ethyl acetate) to give N-benzyl-2-(butyrylamino)thiophene-3- 
carboxamide (6-3) as an off-white solid. l H NMR (300 MHz, CDC1 3 ) 8 7.36 
(m, 5H), 6.92 (d, 1H, / = 6.1 Hz), 6.76 (d, 1H, 7 = 5.8 Hz), 6.23 (s, 1H), 
4.62 (d, 2H, J= 5.8 Hz), 2.47 (t, 2H, J = 7.3 Hz), 1.80 (sextet, 2H, /= 7.3 
Hz), 1.01 (t, 3H,7 = 7.3 Hz). 
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3"benzyl-2-propvlthienor23-d1pvrimidin-4(3H)-one (6-4) 



A mixture of N-benzyl-2-(butyrylamino)thiophene-3- 



carboxamide (6-3, 230 mg, 0.76 mmol, 1 equiv) and sodium hydroxide (3 
mg, 0.08 mmol, 0.1 equiv) in ethylene glycol (5 mL) was heated at 130 °C 
for 5 h. The reaction mixture was allowed to cool, then partitioned between 
a half-saturated aqueous sodium chloride solution and ethyl acetate (2 x 75 
mL). The combined organic layers were dried over sodium sulfate and 
concentrated- The residue was purified by flash column (hexanes initially, 
grading to 100% ethyl acetate) to provide 3-benzyl-2-propylthieno[2,3- 
d]pyrimidin-4(3H)-one (6-4) as a colorless oil which solidified upon 
standing, *H NMR (300 MHz, CDC1 3 ) 8 7.48 (d, 1H, /= 5.8 Hz), 7.31 (m, 
3H), 7.19 (d, 1H, / = 5.8 Hz), 7.17 (d, 2H, J = 7.9 Hz), 5.42 (s, 2H), 2.72 (t, 
2H, / = 7.6 Hz), 1/78 (sextet, 2H, / = 7.6 Hz), 0.97 (t, 3H, / = 7.3 Hz). 

3-benzyl-5,6-dibromo-2-(l-bromopropyl)thieno[2,3-d]pyrimidin-4(3H)-one 
(6-5) and 3-benzyl-6-bromo-2-(l-bromopropyl)thieno[2,3-d]pyrimidin- 
4(3H)-one (6-6) 



4(3H)-one (6-4, 100 mg, 0.35 mmol, 1 equiv), potassium acetate (207 mg, 
2.1 mmol, 6 equiv) and bromine (338 mg, 2.1 mmol, 6 equiv) in acetic acid 
(2 mL) was heated at 100°C for 3 hr. The reaction was concentrated, and the 
residue was purified by flash chromatography. Elution with 30 % 
hexanes/EtOAc gave 3-benzyl-5,6-dibromo-2-(l-bromopropyl)thieno[2,3- 
d]pyrimidin-4(3H)-one (6-5) as a colorless solid. ! H NMR (500 MHz, 
CDC1 3 ) 5 7.30 (m, 1H), 7.14 (d, J = 7.3 Hz, 2H), 6.19 (d, J = 16.3 Hz, 1H), 
4.87 (d, /= 16.3 Hz, 1H), 4.62 (t, / = 7.3 Hz, 1H), 2.35 (m, 1H), 2.18 (m, / 
= 1H), 0.72 (t, J = 7.3 Hz, 3H). Further elution with the same eluant gave 3- 
benzyl-6-bromo-2-(l»bromopropyl)thieno[2,3-d]pyrimidin-4(3H)-one (2-6) 
as a colorless gum. l H NMR (500 MHz, CDC1 3 ) 8 7.53 (s, 1H), 7.34 (m, 
2H), 7.29 (m, 1H), 7.12 (d, / = 7.3 Hz, 2H), 6.21 (d, J= 16.3 Hz, 1 H), 4.88 
(d, J = 16.3 Hz, 1H), 4.62 (t, J = 7.2 Hz, 1H), 2.37 (m, 1H), 2.18 (m, 1H), 
0.72 (t,/ = 7.3 Hz, 3H). 



A solution of 3-benzyl-2-propylthieno[2,3-d]pyrimidin- 
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3-benzyl-5,6-dibromo-2-(l-{ [2- 

(dimethylamino)ethyl]amino } propyl)thieno[2,3-d]pyrimidin-4(3H)-one (6- 

7) 

A solution of 3-benzyl-5,6-dibromo-2-(l- 

bromopropyl)thieno[2,3-d]pyrimidin-4(3H)-one (6-5, 35 mg, 0.066 mmol, 1 
equiv) and N,N-dimethylethyIenediamine (17 mg, 0.198 mmol, 3 equiv) in 
ethanol (5mL) was heated at reflux for 18 h. The reaction was concentrated, 
and the residue was partitioned between EtOAc and brine. The organic layer 
was dried (MgS0 4 ) and concentrated to provide 3-benzyl~5,6-dibromo-2-(l- 
{[2-(dimethylamino)ethyl]amino}propyl)thieno-[2,3-d]pyrimidin-4(3H)-one 
(6-7) as a yellow gum. MS(M+1) = 526.8. 

3-benzyl-6-bromo-2-(H [2-(dime%^ 

dlpvrimidin^GHVone f6-8) 

A solution of 3-benzyl-6-bromo-2-(l- 
bromopropyl)thieno[2,3-d]pyrimidin-4(3H)-one (6-6, 35 mg, 0.079 mmol, 1 
equiv) and N,N-dimethylethylenediamine (21 mg, 0.237 mmol, 3 equiv) in 
ethanol (5mL) was heated at reflux for 18 h. The reaction was concentrated, 
and the residue was partitioned between EtOAc and brine. The organic layer 
was dried (MgS0 4 ) and concentrated to provide 3-benzyl-6-bromo-2-(l-{ [2- 
(dimethylamino)ethyl]amino} -propyl)thieno[2,3-d]pyrimidin-4(3H)-one (6- 

8) as a yellow gum. MS(M+1) - 449.9. 

N-[l-(3-benzyl-5,6-dibromo-4-oxo-3,4-dihydrothieno[2,3-d]pyrimidin-2- 

yl)propyn -4-bromo-N-r2-(dimethvlamino > )ethvnbenzamide (6-9) 

A solution of 4-bromobenzoyl chloride (19 mg, 0.085 mmol, 
1 equiv) in dichloromethane (1 mL) was added to a solution of 3-benzyl-5,6- 
dibromo-2-(l-{[2-(dimethylamino)ethyl]amino}propyl)thieno[2,3- 
d]pyrimidin-4(3H)-one (6-8, 45 mg, 0.085 mmol, 1 equiv) and N,N- 
diisopropylethylamine (11 mg, 0.085 mmol, 1 equiv) in dichloromethane (5 
mL), and the resulting reaction mixture was stirred under ambient conditions 
for 1 h. The reaction mixture was washed with saturated aqueous NaHC0 3 
solution, then brine, and dried (MgS0 4 ) and concentrated. The residue was 
purified by reverse-phase LC (H2O/CH3CN gradient w/ 0.1 % TFA present) 
to provide N-[l-(3-benzyl-5,6-dibromo-4-oxo-3,4-dihydrothieno[2,3- 
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d]pyrimidin-2-yl)propyl]-4-bromo-N-[2-(di^ 
(6-9) as a colorless foam. MS(M+1) = 708.9 

N-[l-(3-benzyl-6-bromo^-oxo-3,4-dihydrothieno[2,^^ 

yPpropyl 1-4 -bromo-N-r2-(dimeth vlaminoteth yllbenzamide (6-10) 

A solution of 4-bromobenzoyl cWoride (19 mg, 0.085 mmol, 
1 equiv) in dichloromethane (1 mL) was added to a solution of 3-benzyl-6- 
bromo-2-( 1- { [2-(dimethylamino)ethyl] amino }propyl)thieno [2,3- 
d]pyrimidin-4(3H)-one (6-9, 38 mg, 0.085 mmol, 1 equiv) andN,N- 
diisopropylethylamine (11 mg, 0.085 mmol, 1 equiv) in dichloromethane (5 
mL), and the resulting reaction mixture was stirred under ambient conditions 
for 1 h. The reaction mixture was washed with saturated aqueous NaHCC>3 
solution, and brine, then dried (MgSO*) and concentrated. The residue was 
purified by reverse-phase LC (H 2 0/CH 3 CN gradient w/ 0. 1 % TFA present) 
to provide N-[l-(3-benzyl-6-bromo-4-oxo-3,4-dihydrothieno[2,3- 
d]pyrimidm-2-yl)propyl]-4-bromo-N^ 

(6-10) as a colorless foam. l H NMR (500 MHz, CDC1 3 ) 5 7.55 (m, 3H), 7.31 
(m, 5H), 7.14 (m, 2H), 6.04 (d, 7= 15.4 Hz, 1H), 5.92 (m, 1H), 5.12 (d, J = 
15.4 Hz, 1H), 3.37 (m, 2H), 2.05 (m, 4 H), 1.83 (m, 6H), 0.65 (m, 3H). 
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3-benzyl-2-(l~{[2-(dimethylamino)ethyl]amino}propyl)thieno[2,3- 

d1pvrimidm-4(3HVone (7-1) 

A mixture of 3-benzyl-6-bromo-2-(l-{ [2- 
(dimethylamino)ethyl]-amino } propyl)-thieno[2,3-d]pyrimidin-4(3H)-one (6- 
8,17 mg, 0.38 mmol, 1 equiv) and 10 % Pd/C in ethyl acetate (5 mL) was 
hydrogenated at 1 atm. for 3 h. The mixture was filtered and the filtrate 
concentrated to provide 3-benzyl-2-(l-{ [2- 
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(dimethylamino)ethyl]amino}propyl)thieno[2,3-^^ (7- 
1) as a pale yellow gum. MS(M+1) = 371.1. 

N-[l-(3-benzyl-4-oxo-3,4-dihydrotteeno[2,3-d]pyri 

bromo-N-r2-(dimethvlamino)ethvllbenzamide (7-2) 

A solution of 4-bromobenzoyl chloride (8 mg, 0.035 mmol, 1 
equiv) in dichloromethane (1 mL) was added to a solution of 3-benzyl-2-(l- 
{ [2-(dimethylamino)ethyl]amino }propyl)tWeno[2,3-d]pyrimidin-4(3H)-one 
(7-1, 13 mg, 0.035 mmol, 1 equiv) and N,N-diisopropylethylamine (5 mg, 
0.035 mmol, 1 equiv) in dichloromethane (1 mL), and the resulting mixture 
was stirred under ambient conditions for 1 h. The reaction mixture was 
washed with saturated aqueous NaHCC>3 solution, and brine, then dried 
(MgS04) and concentrated. The residue was purified by flash 
chromatography. Elution with CH 2 C1 2 to 5 % NH 3 -EtOH/CH 2 Cl2 gave N- 
[l-(3-benzyl-4-oxo-3,4-dihydrothieno[2,3-d]pyrimidin-2-yl)propyl]-4- 
bromo-N-[2-(dimethylamino)ethyl]benzamide (7-2) as an off-white foam. 
*H NMR (500 MHz, CDC1 3 ) 8 7.31 (m, 5H), 7.14 (m, 2H), 6.09 (d, / = 15.6 
Hz, 1H), 5.94 (m, 1H), 5.10 (d, /= 15.6 Hz, 1H), 3.40 (m, 2H), 2.11 (m, 
1H), 2.03 (m, 2H), 1.87 (m, 1H), 1.79 (s, 6H), 0.66 (t, / = 6.6 Hz, 3H). 
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3-benzyl-2-(l-{ (4-bromobenzyl)[2- 
(dimethvlaminotethvllaminolpropyn^ 

A solution of 3-benzyl-2-(l-{ [2- 
(dimethylamino)ethyl]amino}-propyl)thieno^ 

1, 175 mg, 0.47 mmol, 1 equiv) and 4-bromobenzaldehyde (174 mg, 0.94 
mmol, 2 equiv) in methanol (20 mL) was treated with a solution of sodium 
cyanoborohydride in tetrahydrofiiran (1 M, 0.94 mL, 0.94 mmol, 2 equiv). 
Acetic acid was added to obtain a pH of 6-7 and the reaction was warmed at 
60 °C for 18 h. An additional 2 equivalents of 4-bromobenzaldehyde and 
sodium cyanoborohydride were added after 18, 42 and 66 hours while 
maintaining the pH at 6-7 with acetic acid. After warming 90 h at 60°C, the 
reaction was concentrated and the residue was partitioned between EtOAc 
and aqueous saturated NaHC0 3 solution. The organic layer was washed with 
brine, dried (MgS0 4 ) and concentrated. The residue was purified by flash 
chromatography. Elution with EtOAc to 5 % NH 3 -EtOHZEtOAC gave 3- 
benzyl-2-( 1- { (4-bromobenzyl) [2- 
(dimethylaimno)e%l]amino } propy 

as a pale yellow gum. ! H NMR (500 MHz, CDC1 3 ) 8 7.45 (d, / = 6 Hz, 1H), 
7.33 (d, / = 8 Hz, 2H), 7.21 (m, 4H), 7.05 (d, 7 = 8 Hz, 2H), 6.84 (d, / = 7 
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Hz, 2H), 5.85 (d, / = 16 Hz, 1H), 5.32 (d, J =16 Hz, 1H), 3.87 (d, /= 14 
Hz, 1H), 3.73 (dd, 7=11,3 Hz, 1H), 3.50 (d, J = 14 Hz, 1H), 2.92 (m, 1H), 
2.61 (m, 1H), 2.28 (m, 2H), 2.15 (m, 1H), 2.07 (s, 6H), 1.74 (m, 1H), 0.64 
(t,J = 7Hz,3H). 
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WHAT IS CLAIMED IS: 

1 . A crystallized complex of KSP and a ligand thereof, 
wherein the relative structural coordinates of the amino acid residues of KSP 
are as set forth in Table 1 ± the root mean square deviation from the 
conserved backbone atoms of not more than about 2 A. 

2. The crystallized complex of Claim 1, wherein the 
relative structural coordinates of the amino acid residues are as set forth in 
Table 1 ± the root mean square deviation from the conserved backbone 
atoms of said amino acids of not more than about 0.5 A. 

3. The crystallized complex of Claim 1 , wherein said 
ligand binds said KSP at a ligand binding site comprising the KSP amino 
acid residues 115 (M), 116(E), 117(G), 118(E), 119(R), 127(W), 130(D), 
132(L), 133(A), 134(G), 136(1), 137(P), 160(L) 211(Y), 214(L), 215(E), 
217(G), 218(A), 221(R) and 239(F). 

4. A crystallized complex of KSP and a ligand thereof, 
wherein the relative structural coordinates of the amino acid residues of KSP 
are as set forth in Table 2 ± the root mean square deviation from the 
conserved backbone atoms of said amino acids of not more than about 2 A. 

5. The crystallized complex of Claim 4, wherein the 
relative structural coordinates of the amino acid residues are as set forth in 
Table 2 ± the root mean square deviation from the conserved backbone 
atoms of said amino acids of not more than about 0.5 A. 

6. The crystallized complex of Claim 4, wherein said 
ligand binds said KSP at a ligand binding site comprising the KSP amino 
acidresidues 115 (M), 116(E), 117(G), 118(E), 119(R), 127(W), 130(D), 
132(L), 133(A), 134(G), 136(1), 137(P), 160(L)211(Y), 214(L), 215(E), 
217(G), 218(A), 221(R) and 239(F). 
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7. A crystallized complex of KSP and a ligand thereof, 
wherein the relative structural coordinates of the amino acid residues of KSP 
are as set forth in Table 3 ± the root mean square deviation from the 
conserved backbone atoms of said amino acids of not more than about 2 A. 

8. The crystallized complex of Claim 7, wherein the 
relative structural coordinates of the amino acid residues are as set forth in 
Table 3 ± the root mean square deviation from the conserved backbone 
atoms of said amino acids of not more than about 0.5 A. 

9. The crystallized complex of Claim 7, wherein said 
ligand binds said KSP at a ligand binding site comprising the KSP amino 
acid residues 115 (M), 116(E), 117(G), 118(E), 119(R), 127(W), 130(D), 
132(L), 133(A), 134(G), 136(1), 137(P), 160(L) 211(Y), 214(L), 215(E), 
217(G), 218(A), 221(R) and 239(F). 

10. A crystallized complex of KSP and a ligand thereof, 
wherein the relative structural coordinates of the amino acid residues of KSP 
are as set forth in Table 4 ± the root mean square deviation from the 
conserved backbone atoms of said amino acids of not more than about 2 A. 

11. The crystallized complex of Claim 10, wherein the 
relative structural coordinates of the amino acid residues are as set forth in 
Table 4 ± the root mean square deviation from the conserved backbone 
atoms of said amino acids of not more than about 0.5 A. 

12. The crystallized complex of Claim 10, wherein said 
ligand binds said KSP at a ligand binding site comprising the KSP amino 
acid residues 115 (M), 116(E), 117(G), 118(E), 119(R), 127(W), 130(D), 
132(L), 133(A), 134(G), 136(1), 137(P), 160(L) 211(Y), 214(L), 215(E), 
217(G), 218(A), 221(R) and 239(F). 

13. A ligand binding site of a KSP protein comprising the 
relative structural coordinates set forth in Table 5 ± the root mean square 
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deviation from the backbone atoms of said amino acids is not more than 
about 2 A. 

14. The ligand binding site of a KSP protein according to 
Claim 13 comprising the relative structural coordinates set forth in Table 5 ± 
the root mean square deviation from the backbone atoms of said amino acids 
is not more than about 0.5 A. 

15. The ligand binding site of a KSP protein according to 
Claim 13 comprising the relative structural coordinates of the KSP amino 
acid residues 115 (M), 116(E), 117(G), 118(E), 119(R), 127(W), 130(D), 
132(L), 133(A), 134(G), 136(1), 137(P), 160(L) 211(Y), 214(L), 215(E), 
217(G), 218(A), 221(R) and 239(F) as set forth in a table selected from a 
group consisting of Tables 1, 2, 3 and 4, ± the root mean square deviation 
from the backbone atoms of said amino acids is not more than about 2 A. 

16. An agent which binds to the ligand binding site of 
Claim 13, wherein said agent is an inhibitor of KSP function, or a 
pharmaceutically acceptable salt thereof. 

17. A composition comprising : (a) an agent according to 
Claim 16; and (b) a pharmaceutically acceptable carrier. 

18. An agent, or a pharmaceutically acceptable salt 
thereof, which binds to five or more of the KSP amino acid residues selected 
from the group consisting of 115 (M), 116(E), 117(G), 118(E), 119(R), 
127(W), 130(D), 132(L), 133(A), 134(G), 136(1), 137(P)> 160(L) 211(Y), 
214(L), 215(E), 217(G), 218(A), 221(R) and 239(F), wherein said agent is 
an inhibitor of KSP function. 

19. A method for identifying an agent that interacts with 
a ligand binding site of human KSP, comprising the steps of: 

(a) determining a ligand binding site of KSP from a three- 
dimensional model of the KSP binding site as set forth in 
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Table 5, ± the root mean square deviation from the backbone 
atoms of said amino acids of not more than about 2.0 A; and 
(b) performing computer fitting analysis to identify an agent 
which interacts with said ligand binding site. 

20. A method for identifying an agent that interacts with 
a ligand binding site of human KSP, comprising the steps of: 

(a) determining a ligand binding site of KSP from a three- 
dimensional model of KSP using the relative structural 
coordinates of the KSP amino acid residues 115 (M), 116(E), 
117(G), 118(E), 119(R), 127(W), 130(D), 132(L), 133(A), 
134(G), 136(D, 137(P), 160(L) 211(Y), 214(L), 215(E), 
217(G), 218(A), 221(R) and 239(F) as set forth in a Table 
selected from the group of Tables 1, 2, 3 and 4, ± the root 
mean square deviation from the backbone atoms of said 
amino acids of not more than about 2.0 A; and 

(b) performing computer fitting analysis to identify an agent 
which interacts with said ligand binding site. 

21. A method for identifying a potential inhibitor of KSP 
function, comprising the steps of: 

(a) generating a three-dimensional model of a KSP binding site 
using the relative structural coordinates of the ligand binding 
site of KSP from a three-dimensional model of the KSP 
binding site as set forth in Table 5, ± the root mean square 
deviation from the backbone atoms of said amino acids of not 
more than about 2.0 A; 

(b) employing said three-dimensional model to design or select a 
potential inhibitor; and 

(c) synthesizing or obtaining said potential inhibitor. 

22. The method according to claim 21 wherein the 
potential inhibitor is designed de novo. 
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23. A method for identifying a potential inhibitor of KSP 
function, comprising the steps of: 

(a) generating a three-dimensional model of KSP using the 
relative structural coordinates as set forth in a table selected 
from Tables 1, 2, 3 and 4, ± a root mean square deviation 
from the backbone atoms of said amino acids of not more 
than about 2.0 A; 

(b) employing said three-dimensional model to design or select a 
potential inhibitor; and 

(c) synthesizing or obtaining said potential inhibitor. 

24. The method according to Claim 23 wherein the 
potential inhibitor is designed de novo. 

25. The method of Claim 21, further comprising 
contacting the potential inhibitor with KSP in the presence of a KSP binding 
molecule, and determining the effect the potential inhibitor has on binding 
between KSP and the KSP binding molecule. 

26. The method of Claim 21 , further comprising 
contacting the potential inhibitor with KSP in the presence of one or two 
KSP substrates selected from ATP and microtubules, and determining the 
effect the potential inhibitor has on KSP ATPase activity. 

27. A potential inhibitor identified by the method of 
Claim 21, or a pharmaceutically acceptable salt thereof. 

28. A process for identifying a potential anti-mitotic agent 
which upon binding to a human KSP inhibits cell proliferation, the process 
comprising the steps of: 

a) exposing the KSP to a mixture of at least two 
potential ligands; 

b) attempting to crystallize said KSP in the presence of 
said mixture; 
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c) if crystals are obtained, obtaining an X-ray diffraction 
pattern of the KSP crystal; and 

d) determining whether a ligand/KSP complex is formed 
by comparing the electron density map calculated 
from the X-ray diffraction pattern of said KSP crystal 
when exposed to said mixture of said at least two 
potential ligands to the electron density map 
calculated from the X-ray diffraction pattern set forth 
in a table selected from Table 1, 2, 3 and 4. 



29. An anti-mitotic agent identified by the process 
according to Claim 28, or a pharmaceutically acceptable salt thereof. 

30. A composition comprising: (a) an anti-mitotic agent 
identified according to Claim 29; and (b) a pharmaceutically acceptable 
carrier. 



the binding of a ligand to a ligand binding site of a human KSP, said method 
comprising: modeling test compounds that fit spatially into a KSP ligand 
binding site using an atomic structural model of a KSP binding site having 
the relative structural coordinates as set forth in a table selected from the 
group consisting of Tables 1, 2, 3 and 4 for the KSP amino acid residues 1 15 
(M), 116(E), 117(G), 118(E), 119(R), 127(W), 130(D), 132(L), 133(A), 
134(G), 136(1), 137(P), 160(L) 211(Y), 214(L), 215(E), 217(G), 218(A), 
221(R) and 239(F), ± the root mean square deviation from the backbone 
atoms of said amino acids of not more than about 2.0 A; screening the test 
compounds in an assay characterized by binding of a ligand to the ligand 
binding site; and identifying a test compound that modulates binding of said 
ligand to the KSP at its binding site. 



32. A machine-readable data storage medium, comprising 



a data storage material encoded with machine readable data which, when 
using a machine programmed with instructions for using said data, is 
capable of displaying a graphical three-dimensional representation of a 



31. A method of identifying a compound that modulates 
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molecular complex of a compound bound to the ligand binding site of 
human KSP, said three-dimensional representation comprising the structural 
coordinates of the KSP as set forth in a table selected from Tables 1-4 or a 
homologue of said molecular complex, wherein said homologue comprises a 
binding site that has a root mean square deviation from the backbone atoms 
of said KSP of not more than about 2.0 A. 

33. A method for identifying an anti-mitotic agent which 
upon binding to a target human KSP inhibits cell proliferation, the method 
comprising the steps of: 

a) exposing a target KSP to a mixture of at least two 
potential ligands; 

b) attempting to crystallize said target KSP in the presence 
of said mixture; 

c) obtaining a crystal of said target KSP exposed to said 
mixture to determine whether the ligand/KSP complex is 
formed; and 

d) identifying a potential anti-mitotic agent as one that binds 
to said KSP at a ligand binding site having the relative 
structural coordinates as set forth in Table 5 ± the root 
mean square deviation of not more than about 2.0 A. 

34. An anti-mitotic agent identified by the method 
according to Claim 33, or a pharmaceutical^ acceptable salt thereof. 

35. A composition comprising: (a) an anti-mitotic agent 
according to Claim 34; and (b) a pharmaceutical^ acceptable carrier. 

36. A method for determining the three-dimensional 
structure of a complex of KSP with a ligand thereof, which comprises 
obtaining X-ray diffraction data for crystals of the complex comprising the 
ligand bound to KSP at a ligand binding site; and utilizing said data to 
define the three-dimensional structure of the complex. 
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37. A method for evaluating the ability of a chemical 
entity to associate with a ligand binding site of human KSP or with at least a 
portion of the site or a complex comprising the KSP binding site; said 
method comprising the steps of: 

(i) employing computational or experimental means to 
perform a fitting operation between the chemical entity and said ligand 
binding site of KSP having the relative structural coordinates as set forth in 
Table 5 ± the root mean square deviation of not more than about 2.0 A, 
thereby obtaining data related to said association; and 

(ii) analyzing the data obtained in step (i) to determine the 
characteristics of the association between the chemical entity and said KSP 
or complex. 

38. A chemical entity identified by the method of Claim 
37, wherein the chemical entity is capable of interfering with the in vivo or 
in vitro motor activity of KSP, or a pharmaceutical^ acceptable salt thereof. 

39. A composition comprising: (a) a chemical entity 
identified according to Claim 38; and (b) a pharmaceutical^ acceptable 
carrier. 

40. A method for identifying a potential inhibitor of 
human kinesin spindle protein (KSP), the method comprising the steps of: 

(i) providing a three-dimensional structure of a ligand- 
bound KSP as defined by atomic coordinates set forth in a table selected 
from a group consisting of Tables 1, 2, 3 and 4 ± the root mean square 
deviation of not more than about 2.0 A; 

(ii) comparing the three-dimensional coordinates of the 
ligand when it is bound to KSP as set forth in Table 1, 2, 3 or 4 ± the root 
mean square deviation of not more than about 2.0 A to the three- 
dimensional coordinates of a compound in a database of compound 
structures; and 

(iii) selecting from said database at least one compound 
that is structurally similar to said ligand when it is bound to said KSP, 
wherein the selected compound is a potential inhibitor of said KSP. 
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41. The method of Claim 40, wherein the structural 
similarity is determined based on the root mean square deviation in the 
backbone atoms of the kinesin peptide and the kinesin inhibitor. 

42. A method for identifying a potential inhibitor of a 
human kinesin spindle protein (KSP), the method comprising the steps of: 

(i) providing a three-dimensional structure of said KSP 
as defined by atomic coordinates set forth in a table selected from Tables 1-4 
± the root mean square deviation of not more than about 2.0 A; 

(ii) employing the three-dimensional structures to design 
or select a potential inhibitor; 

(iii) synthesizing the potential inhibitor; and 

(iv) contacting the potential inhibitor with KSP to 
determine the ability of the potential inhibitor to arrest mitosis or inhibit cell 
proliferation. 

43. A potential inhibitor identified by the method of 
Claim 42 or a pharmaceutically acceptable salt thereof. 

44. A composition comprising : (a) the potential inhibitor 
identified according to Claim 43; and (b) a pharmaceutically acceptable 
earner. 



the inhibitor binds to the ligand binding site according to Claim 13 which 
comprises determining the shift in the fluorescence of an amino acid residue 
at position 127 of KSP, wherein said amino acid residue is tryptophan. 

46. The method according to Claim 45 which comprises 

the steps of: 

a. contacting KSP with the test compound and a 



45. 



A method of identifying an inhibitor of KSP wherein 



nucleotide and measuring the fluorescence of the 
mixture at the peak emission wavelength for W 127 in 
KSP; 
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b. contacting KSP with a nucleotide and measuring the 
fluorescence of the mixture at the peak emission 
wavelength for W 127 in KSP; and 

c. comparing the fluorescence of the mixture of KSP, 
the test compound and the nucleotide with the 
fluorescence of the mixture of KSP with the 
nucleotide alone. 

47. An anti-mitotic agent characterized as: 

(i) specifically binding to the target KSP or an analogue thereof 
at a ligand binding site comprising the relative structural 
coordinates of the KSP amino acid residues 115 (M), 116(E), 
117(G), 118(E), 119(R), 127(W), 130(D), 132(L), 133(A), 
134(G), 136(1), 137(P), 160(L) 211(Y), 214(L), 215(E), 
217(G), 218(A), 221(R) and 239(F) according to Tables 1, 2, 
3 or 4 ± a root mean square deviation from the conserved 
backbone atoms of said amino acids of not more than about 
2X)A; and 

(ii) which, upon binding to said KSP or an analogue thereof 
specifically inhibits said KSP or analogs biological activities. 

48. A method of causing the alteration of the structural 
conformation of a KSP protein which comprises exposing the protein to a 
ligand that binds to the KSP ligand binding site as set forth in Table 5 ± the 
root mean square deviation from the backbone atoms of said amino acids of 
not more than about 2.0 A. 

49. The method according to Claim 48 wherein the KSP 
protein is additionally bound to a nucleotide. 

50. A method of treating or preventing hyper-proliferative 
diseases which comprises administering to a mammal a therapeutically 
effective amount of a compound that binds to the KSP ligand binding site as 
set forth in Table 5 ± the root mean square deviation from the backbone 
atoms of said amino acids of not more than about 2.0 A. 
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51. The method according to Claim 50 which is a method 
of treating or preventing cancer. 

52. The method according to Claim 51 which is a method 
of treating cancer. 

53. An isolated and substantially pure polypeptide or a 
fragment thereof comprising the amino acid sequence as set forth in SEQ ID 
NO:l. 

54. The isolated polypeptide of Claim 53, wherein the 
polypeptide adopts the conformation of the ligand binding pocket as set 
forth in Table 5, ± the root mean square deviation of not more than about 2.0 

A. 

55. A variant of the isolated polypeptide according to 
Claim 54 having at least about 80% amino acid sequence identity with the 
polypeptide of Claim 54, wherein the percentage identity is determined with 
the algorithm Gap, BASEFTT or FASTA in the Wisconsin Genetics 
Software Package release 7.0, using default Gap weights. 
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TITLE OF THE INVENTION 
MITOTIC KINESIN BINDING SITE 

ABSTRACT OF THE DISCLOSURE 

The present invention is directed to the identification, 
characterization and three-dimensional structure of a novel ligand binding 
site of KSP. Binding of ligands to the novel binding site result in a 
conformational change in the three-dimensional structure of the protein and 
a modulation of the activity of KSP. This conformational change in turn 
results in the formation of a novel binding pocket in the KSP protein, which 
comprises the novel binding site of the instant invention. 
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TABLE 1 



REMARK complex 1 with water molecules surrounding it 
REMARK r= 0.2114 free_r= 0.2639 

REMARK rmsd bonds= 0.006712 rmsd angles^ 1.32262 
REMARK B rmsd for bonded mainchain atoms= 1.570 targe t= 1 . 5 
REMARK B rmsd for bonded sidecham atoms= 2.570 target= 2.0 
REMARK B rmsd for angle mainchain atoms= 2.729 targets 2.0 
REMARK B rmsd for angle sidechain atoms= 3.936 target= 2.5 

REMARK sg= P2(1)2(1>2(1) a= 69.48 b= 79.54 c= 158.98 alpha= 90. beta= 90. gamma= 90. 
REMARK reflection file= k2a.cv 
REMARK B-correction resolution: 6.0 - 2.5 
REMARK F I LENAME= " kin__l 6 dpb . pdb " 
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1.00 20.54 


A 


ATOM 


TO 
IO 


CB 


PRO 


27 


8. 037 


-2.277 106.858 


1.00 19.92 


A 


ATOM 


HQ 

/y 


CG 


PRO 


27 


8 . 639 


-0.932 107.017 


1.00 17.88 


A 


ATOM 


a n 


C 


PRO 


27 


7 . 237 


-1 . 897 104 . 492 


1.00 23.41 


A 


ATOM 


Q 1 


O 


PRO 


27 


7. 482 


-0.833 103 .916 


1.00 23.28 


A 


a .run 


Q*5 


N 


PHE 


28 


6 . 080 


-2.542 104.371 


1.00 26.52 


A 


t\ i Un 


ai 

OJ 


/"•A 
V-A 


out? 


Zo 




-2.003 103.584 


1.00 29.18 


A 




Q/I 

o4 


CB 


PHE 


o o 
Zo 


3 . 805 


-2.982 103.588 


1.00 27.65 


A 


ATOM 


DC 


CG 


PHE 


28 


3 . 948 


-4.107 102.610 


1.00 28.35 


A 


ATOM 


o c 
oo 


CDl 


PHE 


28 


3 . 947 


-5.425 103.045 


1.00 28.03 


A 


ATOM 


Q-7 


CD 2 


PHE 


28 


4 . 038 


-3.850 101.243 


1.00 27.68 


A 


ATOM 


88 


CE1 


PHE 


28 


4 . 026 


-6-477 102.139 


1.00 27.56 


A 


ATOM 


OQ 
03 


CE2 


PHE 


Za 


4 . 119 


-4.893 100.324 


1.00 29.26 


A 


/\ 1 UJ>1 


yu 




PHE 


O Q 

Zo 


4 . 112 


-6.212 100.773 


1.00 27.81 


A 




y± 


C 


PHE 


"J Q 

Zo 


A C1 O 

4 . 513 


-0.680 104.191 


1.00 32.56 


A 


A1UM 




O 


PHE 


28 


4 . 426 


-0.548 105.411 


1.00 33.43 


A 


ATOM 


93 


N 


ASN 


29 


4 .217 


0.299 103.345 


1.00 37.21 


A 


ATOM 


94 


CA 


ASM 


29 


3 .744 


1.595 103.829 


1.00 42.32 


A 


ATOM 


95 


CB 


ASN 


29 


4 . 073 


2.692 102.809 


1.00 42.04 


A 






CG 


ASN 


29 


3 . 604 


2 . 344 101 . 410 


1.00 41.31 


A 


ATOM 


97 


OD1 


ASN 


29 


2 . 409 


2.177 101.168 


1.00 41.82 


A 


ATOM 


98 


ND2 


ASN 


29 


4 . 546 


2.228 100.482 


1.00 40.11 


A 


ATOM 


99 


C 


ASN 


29 


2 . 232 


1.526 104.054 


1.00 46.51 


A 


ATOM 


100 


O 


ASN 


29 


1 . 606 


0.505 103.768 


1.00 46.59 


A 


ATOM 


101 


N 


LEU 


30 


1 . 650 


2.612 104.562 


1-00 51.19 


A 


ATOM 


102 


CA 


LEU 


30 


0.212 


2.661 104.826 


1.00 54.81 


A 


ATOM 


103 


CB 


LEU 


30 


-0.178 


4.040 105.362 


1.00 56.40 


A 


ATOM 


104 


CG 


LEU 


30 


-1.659 


4.234 105.705 


1.00 58.19 


A 


ATOM 


105 


CDl 


LEU 


30 


-2.058 


3.273 106.820 


1.00 57.83 


A 


ATOM 


106 


CD2 


LEU 


30 


-1.899 


5.680 106.130 


1.00 59.11 


A 


ATOM 


107 


C 


LEU 


30 


-0 .637 


2.343 103.592 


1.00 56.70 


A 


a run 


108 


0 


LEU 


30 


-1 . 552 


1.525 103.658 


1.00 56.66 


A 


ATOM 




N 


ALA 


31 


-0 . 329 


2.992 102.471 


1.00 59.03 


A 


ATOM 


110 


CA 


ALA 


31 


-1.062 


2.787 101.222 


1.00 61.19 


A 


ATOM 


111 


CB 


ALA 


31 


-0-414 


3.591 100.100 


1.00 61.28 


A 


ATOM 


112 


C 


ALA 


31 


-1 . 125 


1.316 100.833 


1.00 62.78 


A 


ATOM 


113 


O 


ALA 


31 


-2.123 


0.850 100.282 


1.00 62.16 


A 


ATOM 


114 


N 


GLU 


32 


-0 . 048 


0.593 101.117 


1.00 65.22 


A 


ATOM 


115 


CA 




"*9 

j ^ 




fl OOO 1 AA QA1 


1 AA CI OO 


A 


ATOM 


116 


CB 


GLU 


32 


1.501 


-1.249 100.702 


1.00 66.96 


A 


ATOM 


117 


CG 


GLU 


32 


2.199 


-0.712 99.453 


1.00 67.12 


A 


ATOM 


118 


CD 


GLU 


32 


3.713 


-0.641 99.590 


1.00 67.26 


A 


ATOM 


119 


OE1 


GLU 


32 


4.392 


-0.422 98.563 


1.00 66.83 


A 


ATOM 


120 


OE2 


GLU 


32 


4.223 


-0.792 100.723 


1.00 65.99 


A 


ATOM 


121 


C 


GLU 


32 


-0.706 


-1.666 101.844 


1.00 68.26 


A 


ATOM 


122 


O 


GLU 


32 


-1.260 


-2.716 101.526 


1.00 68.16 


A 


ATOM 


123 


N 


ARG 


33 


-0.722 


-1.191 103.087 


1.00 69.65 


A 


ATOM 


124 


CA 


ARG 


33 


-1.403 


-1.897 104.169 


1.00 71.22 


A 


ATOM 


125 


CB 


ARG 


33 


-1.196 


-1.162 105.498 


1.00 72.33 


A 


ATOM 


126 


CG 


ARG 


33 


0.239 


-1.138 106.009 


1.00 73.65 


A 


ATOM 


127 


CD 


ARG 


33 


0.695 


-2.508 106.479 


1.00 74.57 


A 


ATOM 


128 


NE 


ARG 


33 


2.043 


-2.462 107.041 


1.00 76.44 


A 


ATOM 


129 


CZ 


ARG 


33 


2.692 


-3.517 107.521 


1.00 76.91 


A 


ATOM 


130 


NHl 


ARG 


33 


2.119 


-4.714 107.513 


1.00 76.68 


A 


ATOM 


131 


NH2 


ARG 


33 


3.918 


-3.376 108.007 


1.00 77.35 


A 
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I.125PV 



ATOM 


132 


c 


ARG 


33 




— O ml 1ft7 Qoc 
— A • UX J XUJ.003 


1 ft A *~1 "1 *7 A 

1.00 71.74 


A 


ATOM 


133 


o 


ARG 


33 


-7 4f?4 
—j ■ yoy 


7 111 1 ft7 0 An 
— J.XXX XUJ.^UU 


1.00 71.46 


A 


ATOM 


134 


w 


LYS 


34 


J •> J J o 


rt Q*7ft 1 A7 CTi 
— U.O/U XUJ.OJ2 


1 AA T1 Aft 

1.00 71.80 


A 


ATOM 


135 


CA 


LYS 


7 A 
J*i 


— •3 . / 


— U.oX/ lUj . J49 


1.00 71.67 


A 


ATOM 


136 


CB 


LYS 


34 




A CA 1 1 A'a 1 nc 


1.00 72.94 


A 


ATOM 


137 


CG 


LYS 


7/1 


— 4 . / J4 


1.4U/ xUz.072 


1.00 74.72 


A 


ATOM 


138 


CD 


LYS 


74 
J** 


c oi a 


O occ in-i noc 
/.odd xUX.986 


1.00 75.69 


A 


ATOM 


139 


OF 


T.VC 
LlX 9 


74 
J4 


£T con 
— b . ooU 


*> m C 1 Al err 

2-936 101.565 


1.00 75.79 


A 


ATOM 


140 


M7 


T.VC 
bio 


1A 


-7 . 149 


4.343 101.426 


1.00 74.45 


A 


ATOM 


141 




r.ve 

LI o 




C 1 1 c 


-1.604 102.088 


1.00 70.68 


A 


ATOM 


142 


r\ 
yj 


T.VQ 


■J A 


— 6 . 448 


~2.0b4 101.924 


1.00 70.80 


A 


ATOM 


143 


N 




~i c 
JD 


— 4 . 338 


1 TITO 1 A1 4 An 

-1.753 101.198 


1.00 68.59 


A 


ATOM 


144 






IK 


A CIO 

-4 . Djy 


-2.501 99.963 


1.00 66.37 


A 


ATOM 


145 


CB 


ALA 


7c. 

JD 


—j - ojy 


-1.949 98.861 


1.00 65.65 


A 


ATOM 


146 






7 C 

JD 


—4 . 199 


-3.96U 100.241 


1.00 64.89 


A 


ATOM 


147 


Q 




JD 


A OT7 
— 4 . Z i t 


-4. 80/ 99.352 


1.00 64.01 


A 


ATOM 


148 


N 


SER 


7fi 


— J - O/J 


-ft.^JJ xOx.491 


1.00 63.72 


A 


ATOM 


149 


CA 


SER 


7fi 

JD 




— 3.3/4 1UX.937 


1.00 62.31 


A 


ATOM 


150 


CB 


SER 


7fi 
J O 


4 - /XX 


-D.4/J^ xU^.194 


1.00 62.73 


A 


ATOM 


151 


OG 




7fi 
JO 


c ccc 
—3 . OOO 


-6.4o9 101.056 


1.00 63.14 


A 


ATOM 


152 


Q 


SER 


JD 




C 1C1 1 f\t\ 0*>A 

-o.^bl xOO.920 


1.00 60.52 


A 


ATOM 


153 


o 


SER 


7fi 
J O 


— z . yj j 


-1 00^ n f\r\ c c 
1U0.2DO 


1.00 60.52 


A 


ATOM 


154 


N 


ALA 


37 


— X . J XO 


— 3. r37 xUU.oXo 


1 ft A CI A 1 

1.00 57.81 


A 


ATOM 


155 


CA 


ALA 


37 


_ n q 

— V . JJ? 


_C OOI OO QT7 

-o./yi yy .0 // 


1.00 54.58 


A 


ATOM 


156 


CB 


ALA 


37 




_ c »>oq oo cci 

-o.zzts yy.Dox 


1 A A r* r> ~% A 

1.00 53.39 


A 


ATOM 


157 


c 


ALA 


37 


U . JjJL 


— "7 K#CO 1 AA :cq 


1 A A C1 A il 

1.00 51.84 


A 


ATOM 


158 


o 


ALA 


37 


U . DoO 


/34 1U1. bt>4 


1.00 50.84 


A 


ATOM 


159 


N 


HIS 


J o 


ft CCQ 


0 • 4^y yy . 405 


1.00 48.60 


A 


ATOM 


160 


CA 


HIS 


38 


1 7K7 
X ■ JD J 


0 C70 qq con 


1.00 45.12 


A 


ATOM 


161 


CB 


HIS 


38 


ft 77R 


_1 ft Din QD O A f\ 

"iu . oxu y 0 . o4 u 


1.00 48.05 


A 


ATOM 


162 


CG 


HIS 


38 


ft "7E.7 


_1 A ROD Q*7 )Cil 

-iu.azo y/.jo4 


1.00 50.18 


A 


ATOM 


163 


CD2 


HIS 


38 




-lO.l/l yo.542 


1.00 51.32 


A 


ATOM 


164 


ND1 


HIS 


38 


X . O / D 


1 ft #r*5i oc ccc 


1.00 50.53 


A 


ATOM 


165 


CE1 


HIS 


7 ft 

J o 


1 ceo 




1.00 50.82 


A 


ATOM 


166 


NE2 


HIS 


38 


a oci 


1ft ACQ AC OTC 

— 1U.U39 95.275 


1.00 51.95 


A 


ATOM 


167 


c 


HIS 


1Q 
JO 


z . O JO 


□ VI O Ct QQ ">CA 


1-00 40.69 


A 


ATOM 


168 


o 


HIS 


38 


7 1 cc 
J • XDj 


Q nnc QQ O >! A 

— y -DUD 70.244 


1.00 39.51 


A 


ATOM 


169 


N 


SER 


39 


7 Tl A 
J . / 14 


Q CO") 1 ft a 11 O 

-y.oyz 100. Ji2 


1.00 34.50 


A 


ATOM 


170 


CA 


SER 


J 7 


O . X JO 


A /IQ» •» A A -1 A r" 

-9.494 100.106 


1.00 29.81 


A 


ATOM 


171 


CB 


SER 


39 


D » OOU 


Q ACQ 1 ftl //a 

— y.4oo lUx.449 


1.00 29.59 


A 


ATOM 


172 


OG 




7Q 

J j 




-9.351 101.265 


1.00 30.93 


A 


ATOM 


173 




SER 


7Q 

J j 


c. *7 C*J 


1A ci a aa 0 

-10.578 99.242 


1.00 27.18 


A 


ATOM 


174 


o 


SER 


TO 
J 2? 




"t "] "7CO OA /ICC 

-11.758 99.456 


1.00 27.84 


A 


ATOM 


175 


N 


ILE 




C cc<r 
0 - DDO 


-10.179 98-263 


1.00 23.70 


A 


ATOM 


176 


CA 


ILE 




t . zio 


11 1 >1 O AT Jl Al 

-XX.140 y/.403 


-1 ft ft *ft ft ft** 

1.00 20.93 


A 


ATOM 


177 


CB 






7 .278 


-10.677 95.945 


1.00 21.59 


A 


ATOM 


178 


CG2 


ILE 


ac\ 


3 . 000 


1A cC il AC *>A1 

-10.554 95.381 


1-00 21.07 


A 


ATOM 


179 


CGI 


ILE 


An 


O - U<SD 


O 1 A "3 AC nrn 

-9-343 95.857 


1.00 21.01 


A 


ATOM 


180 


CDl 


ILE 


An 


0 . j / / 


O t\tZ A A A A A O 

-8.954 94.443 


«t ft ft «t r-» /-> f 

1.00 17.86 


A 


ATOM 


181 






a n 
4U 


8 . 638 


-11.366 97.895 


1.00 19.29 


A 


ATOM 


182 


o 


ILE 


An 


9.395 


-12.130 97.306 


1.00 18.82 


A 


ATOM 


183 


N 


VAL 


Al 
*aX 


8.987 


-10.696 98.988 


-ft ft ft -4 ft A **\ 

1.00 18.43 


A 


ATOM 


184 


CA 


VAL 


41 


10.316 


-10.801 99.572 


■1 ft ft •*! c\ ft** 

1.00 19.01 


A 


ATOM 


185 


CB 


VAL 




10.974 


-9.394 99.666 


•% ft ft ** ft *j» ft 

1.00 18.10 


A 


ATOM 


186 


CGI 


VAL 


Al 
** X 


12.231 


-9.448 100.525 


1.00 17.03 


A 


ATOM 


187 


CG2 


VAL 


41 


11.303 


-8.881 98.279 


-I ftft 1 j"* ft*4 

1.00 16.81 


A 


ATOM 


188 


C 


VAL 


41 


10.286 


-11.420 100.976 


1 00 ?"L 10 


T\ 

rV 


ATOM 


189 


O 


VAL 


41 


9.401 


-11.122 101.779 


1.00 22.16 


A 


ATOM 


190 


N 


GLU 


42 


11.247 


-12.286 101.269 


1.00 21.96 


A 


ATOM 


191 


CA 


GLU 


42 


11.336 


-12.894 102.595 


1.00 24.43 


A 


ATOM 


192 


CB 


GLU 


42 


10.758 


-14.310 102.588 


l.OO 26.41 


A 


ATOM 


193 


CG 


GLU 


42 


9.235 


-14.321 102.535 


1.00 33.53 


A 


ATOM 


194 


CD 


GLU 


42 


8.646 


-15.717 102.435 


1.00 37.53 


A 


ATOM 


195 


OE1 


GLU 


42 


7.400 


-15.830 102.388 


1.00 37.91 


A 


ATOM 


196 


OE2 


GLU 


42 


9.425 


-16.695 102.399 


1.00 39.48 


A 


ATOM 


197 


C 


GLU 


42 


12.790 


-12.912 103.042 


1.00 23.06 


A 


ATOM 


198 


O 


GLU 


42 


13.672 -13.313 102.284 


1.00 23.11 


A 


ATOM 


199 


N 


CYS 


43 


13.040 


-12.461 104.267 


1.00 22.56 


A 


ATOM 


200 


CA 


CYS 


43 


14.399 • 


-12.417 104.792 


1.00 22.27 


A 


ATOM 


201 


CB 


CYS 


43 


14.668 - 


-11.032 105.350 


1.00 21.27 


A 


ATOM 


202 


SG 


CYS 


43 


14.515 


-9.727 104.119 


1.00 26.40 


A 


ATOM 


203 


C 


CYS 


43 


14.683 ■ 


-13.458 105.861 


1.00 23.32 


A 


ATOM 


204 


O 


CYS 


43 


13.795 -13.850 106.617 


1.00 25.24 


A 
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AiUM 


one 


N 


ASP 


44 


15.936 


a ion 


one 


CA 


ASP 


44 


16 .398 


ATOM 


207 


CB 


ASP 


44 


16 .579 


ATOM 


208 


CG 


ASP 


44 


16.638 


ATOM 


209 


OD1 ASP 


44 


17.089 


ATOM 


210 


OD2 


: asp 


44 


16.249 


ATOM 


211 


C 


ASP 


44 


17.745 


ATOM 


212 


0 


ASP 


44 


18. 804 


ATOM 


213 


N 


PRO 


45 


17.721 


ATOM 


214 


CD 


PRO 


45 


16.551 


ATOM 


215 


CA 


PRO 


45 


18.967 


ATOM 


216 


CB 


PRO 


45 


18.482 


ATOM 


217 


CG 


PRO 


45 


17.153 


ATOM 


218 


C 


PRO 


45 


19.972 


ATOM 


219 


0 


PRO 


45 


21.159 


ATOM 


220 


N 


VAL 


46 


19.502 


ATOM 


221 


CA 


VAL 


46 


20.401 


ATOM 


222 


CB 


VAL 


46 


19 . 634 


ATOM 


223 


CGI 


VAL 


46 


18.882 


ATOM 


224 


CG2 


VAL 


46 


20 . 600 


ATOM 


225 


C 


VAL 


46 


21 .148 


ATOM 


226 


0 


VAL 


46 


22 .279 


ATOM 


zz / 


N 


ARG 


47 


20 . 530 


ATOM 


228 


CA 


ARG 


47 


21 .161 


ATOM 


229 


CB 


ARG 


47 


20 . 156 


ATOM 


230 


CG 


ARG 


47 


19 .909 


ATOM 


231 


CD 


ARG 


47 


18.670 


ATOM 


232 


ME 


ARG 


47 


18 . 660 


ATOM 


on 


CZ 


ARG 


47 


17 .705 


ATOM 


zj4 


NH1 


ARG 


47 


16 . 675 


ATOM 




NH2 


ARG 


47 


17 . 773 


AlUM 


236 


C 


ARG 


47 


21 .736 


ATOM 


237 


O 


ARG 


47 


22 .232 


ATOM 


2Jb 


N 


LYS 


48 


21 . 682 


ATOM 


239 


CA 


LYS 


48 


22 .200 


ATOM 


240 


CB 


LYS 


48 


23 .719 


ATOM 


241 


CG 


LYS 


48 


24 .497 


ATOM 


242 


CD 


LYS 


48 


24 .560 


ATOM 


243 


CE 


LYS 


48 


25 .701 


ATOM 


' 244 


NZ 


LYS 


48 


27 .015 


ATOM 


245 


C 


LYS 


48 


21 .564 


ATOM 


246 


0 


LYS 


48 


22 .244 


ATOM 


247 


N 


GLU 


49 


20 .261 


ATOM 


248 


CA 


GLU 


49 


19.616 


ATOM 


249 


CB 


GLU 


49 


19.300 


ATOM 


250 


CG 


GLU 


49 


18 .711 


ATOM 


251 


CD 


GLU 


49 


18 .082 


ATOM 


252 


0E1 


GLU 


49 


16.880 


ATOM 


253 


OE2 


GLU 


49 


18.794 


ATOM 


254 


C 


GLU 


49 


18.355 


ATOM 


255 


0 


GLU 


49 


17 . 545 


ATOM 


256 


N 


VAL 


50 


18.196 


ATOM 


257 


CA 


VAL 


50 


17 . 010 


ATOM 


258 


CB 


VAL 


50 


17.350 


ATOM 


259 


CGI 


VAL 


50 


18.150 


ATOM 


260 


CG2 


VAL 


50 


16.071 






C 


VAL 


50 


16 .392 


ATOM 


262 


0 


VAL 


50 


17.088 


ATOM 


263 


N 


SER 


51 


15.087 


ATOM 


264 


CA 


SER 


51 


14-368 


ATOM 


265 


CB 


SER 


51 


13.742 


ATOM 


266 


OG 


SER 


51 


13.065 


ATOM 


267 


C 


SER 


51 


13.280 


ATOM 


268 


0 


SER 


51 


12.496 


ATOM 


269 


N 


VAL 


52 


13.237 


ATOM 


270 


CA 


VAL 


52 


12.238 


ATOM 


271 


CB 


VAL 


52 


12.892 


ATOM 


272 


CGI 


VAL 


52 


11.813 


ATOM 


273 


CG2 


VAL 


52 


13.835 


ATOM 


274 


C 


VAL 


52 


11.336 


ATOM 


275 


O 


VAL 


52 


11.802 


ATOM 


276 


N 


ARG 


53 


10.036 - 


ATOM 


277 


CA 


ARG 


53 


9.034 • 



-13.900 105.909 1.00 24.35 A 

-14.897 106.873 1.00 24.49 A 

-16.251 106.182 1.00 24.72 A 

-17.408 107.164 1.00 27.03 A 

-17.201 108.313 1.00 28.16 A 

-18.531 106.780 1.00 27.08 A 

-14.403 107.404 1.00 24.36 A 

-14.795 106.923 1.00 23.06 A 

-13.527 108.411 1.00 25.65 A 

-12.911 109.059 1.00 25.98 A 

-12.999 108.971 1.00 26.11 A 

-12.143 110.133 1.00 25.67 A 

-11.658 109.657 1.00 26.57 A 

-14.051 109.418 1.00 26.95 A 

-13.952 109.111 1.00 26.64 A 

-15.059 110.140 1.00 27.42 A 

-16.088 110.636 1.00 28.91 A 

-17.105 111.522 1.00 28.55 A 

-18.096 110.655 1.00 28.05 A 

-17.807 112.465 1.00 28.65 A 

-16.810 109.506 1.00 30.17 A 

-17.264 109.688 1.00 29.93 A 

-16.893 108.333 1.00 30.73 A 

-17.552 107.195 1.00 31.90 A 

-18.495 106.515 1.00 35.93 A 

-19.796 107.286 1.00 43.15 A 

-20.554 106.799 1.00 48.31 A 

-20.769 105.352 1.00 52.94 A 

-21.426 104.697 1.00 53.97 A 

-21.940 105.356 1.00 54.33 A 

-21.561 103.381 1.00 54.58 A 

-16.560 106.171 1.00 30.25 A 

-16.965 105.122 1.00 27.99 A 

-15.266 106.484 1.00 29.50 A 

-14.228 105.586 1.00 28.39 A 

-14.362 105.425 1.00 28.24 A 

-14.762 106.662 1.00 29.13 A 

-13.656 107.677 1.00 31.53 A 

-13.897 108.651 1.00 34.18 A 

-13.908 107.950 1.00 34.16 A 

-14.415 104.209 1.00 27.13 A 

-14.330 103.188 1.00 27.94 A 

-14.645 104.170 1.00 25.69 A 

-14.908 102.895 1.00 26.19 A 

-16.398 102.827 1.00 28.94 A 

-16.897 101.534 1.00 34.48 A 

-18.269 101.710 1.00 39.36 A 

-18.326 102.067 1.00 40.10 A 

-19.285 101.516 1.00 39.93 A 

-14.113 102.607 1.00 24.38 A 

-13.868 103.496 1.00 24.72 A 

-13.715 101.349 1.00 22.04 A 

-12.989 100.928 1.00 21.18 A 

-11.553 100.410 1.00 21.63 A 

-11.619 99.127 1.00 21.68 A 

-10.764 100.190 1.00 21.12 A 

-13.834 99.821 1.00 19.98 A 

-14.282 98.912 1.00 20.15 A 

-14.074 99.917 1.00 21.09 A 

-14.890 98.934 1.00 21.32 A 

-16.106 99.629 1.00 20.35 A 

-16.943 98.712 1.00 23.49 A 

-14.067 98.256 1.00 20.53 A 

-13.401 98.925 1.00 21.64 A 

-14.107 96.929 1.00 21.28 A 

-13.348 96.189 1.00 22.46 A 

-12-293 95.282 1.00 21.66 A 

-11.462 94.605 1.00 18.69 A 

-11.417 96.091 1.00 19.80 A 

-14.220 95.322 1.00 24.82 A 

-15.099 94.597 1.00 26.25 A 

-13.964 95.409 1.00 27.28 A 

-14.690 94.638 1.00 29.70 A 
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B25PV 



ATOM 


278 


CB 


ARG 


53 


7.679 


-14.562 


95.341 


1.00 29.44 


A 


ATOM 


279 


CG 


ARG 


53 


6.511 


-15.238 


94.658 


1.00 32.62 


A 


ATOM 


280 


CD 


ARG 


53 


5.277 


-15.124 


95.536 


1.00 32.33 


A 


ATOM 


281 


ME 


ARG 


53 


5.486 


-15.812 


96.805 


1.00 34.30 


A 


ATOM 


282 


CZ 


ARG 


53 


4.754 


-15.618 


97.894 


1.00 35.73 


A 


ATOM 


283 


NH1 


ARG 


53 


3.751 


-14.743 


97.877 


1.00 35.26 


A 


ATOM 


284 


NH2 


ARG 


53 


5.029 


-16.297 


99.001 


1.00 33.24 


A 


ATOM 


285 


C 


ARG 


53 


8.992 


-14.062 


93.243 


1.00 30.22 


A 


ATOM 


286 


O 


ARG 


53 


8.554 


-12.922 


93.080 


1.00 28.70 


A 


ATOM 


287 


N 


THR 


54 


9.457 


-14.809 


92.244 


1.00 32.13 


A 


ATOM 


288 


CA 


THR 


54 


9.506 


-14.314 


90.872 


1.00 35.09 


A 


ATOM 


289 


CB 


THR 


54 


10.785 


-14.788 


90.153 


1.00 34.03 


A 


ATOM 


290 


OG1 


THR 


54 


10.798 


-16.218 


90.086 


1.00 33.22 


A 


ATOM 


291 


CG2 


THR 


54 


12.026 


-14.305 


90.898 


1.00 33.36 


A 


ATOM 


292 


C 


THR 


54 


8.317 


-14.705 


90.011 


1.00 38.38 


A 


ATOM 


293 


O 


THR 


54 


8.081 


-14.098 


88.970 


1.00 39.08 


A 


ATOM 


294 


N 


GLY 


55 


7.574 


-15.717 


90.435 


1.00 42.35 


A 


ATOM 


295 


CA 


GLY 


55 


6.433 


-16.145 


89.653 


1.00 47.68 


A 


ATOM 


296 


C 


GLY 


55 


5.137 


-15.562 


90.171 


1.00 52,55 


A 


ATOM 


297 


O 


GLY 


55 


4.638 


-14.562 


89.651 


1.00 52.62 


A 


ATOM 


298 


N 


GLY 


56 


4.589 


-16.196 


91.204 


1.00 56.07 


A 


ATOM 


299 


CA 


GLY 


56 


3.343 


-15-734 


91.789 


1.00 58.64 


A 


ATOM 


300 


C 


GLY 


56 


2.660 


-16.804 


92.620 


1.00 60.65 


A 


ATOM 


301 


O 


GLY 


56 


2.917 


-17.999 


92.444 


1.00 60.57 


A 


ATOM 


302 


N 


LEU 


57 


1.795 


-16.364 


93.532 


1.00 62.43 


A 


ATOM 


303 


CA 


LEU 


57 


1.039 


-17.253 


94.421 


1.00 63.41 


A 


ATOM 


304 


CB 


LEU 


57 


0.439 


-18.425 


93.627 


1.00 63.91 


A 


ATOM 


305 


CG 


LEU 


57 


-0.466 


-18.152 


92.419 


1.00 64.67 


A 


ATOM 


306 


CDl 


LEU 


57 


-0.951 


-19.486 


91.873 


1.00 64.88 


A 


ATOM 


307 


CD2 


LEU 


57 


-1.654 


-17.276 


92.806 


1.00 64.92 


A 


ATOM 


308 


C 


LEU 


57 


1.873 


-17.800 


95.586 


1.00 63.25 


A 


ATOM 


309 


O 


LEU 


57 


2.934 


-18.393 


95.383 


1.00 63.31 


A 


ATOM 


310 


N 


ALA 


58 


1.385 


-17.591 


96.807 


1.00 62.63 


A 


ATOM 


311 


CA 


ALA 


58 


2.063 


-18.074 


98.010 


1.00 61.38 


A 


ATOM 


312 


CB 


ALA 


58 


1.586 


-17.286 


99.229 


1.00 60.84 


A 


ATOM 


313 


C 


ALA 


58 


1.752 


-19.562 


98.184 


1.00 60.68 


A 


ATOM 


314 


O 


ALA 


58 


2.385 


-20.261 


98.979 


1.00 60.38 


A 


ATOM 


315 


N 


ASP 


59 


0.765 


-20.024 


97.422 


1.00 59.38 


A 


ATOM 


316 


CA 


ASP 


59 


0.321 


-21.413 


97.427 


1.00 57.30 


A 


ATOM 


317 


CB 


ASP 


59 


-1.058 


-21.498 


96.770 


1.00 58.25 


A 


ATOM 


318 


CG 


ASP 


59 


-1.438 


-22.907 


96.386 


1.00 58.65 


A 


ATOM 


319 


OD1 


ASP 


59 


-1.549 


-23.767 


97.285 


1.00 58.25 


A 


ATOM 


320 


OD2 


ASP 


59 


-1.628 


-23.151 


95.175 


1.00 59.46 


A 


ATOM 


321 


C 


ASP 


59 


1.314 


-22.267 


96.652 


1.00 55.60 


A 


ATOM 


322 


O 


ASP 


59 


1.588 


-23.414 


97.007 


1.00 55.05 


A 


ATOM 


323 


N 


LYS 


60 


1.849 


-21.681 


95.587 


1.00 53.85 


A 


ATOM 


324 


CA 


LYS 


60 


2.819 


-22.340 


94.718 


1.00 51.83 


A 


ATOM 


325 


CB 


LYS 


60 


2.099 


-23.322 


93.787 


1.00 52.01 


A 


ATOM 


326 


CG 


LYS 


60 


2.982 


-23.940 


92.720 


1.00 51.22 


A 


ATOM 


327 


CD 


LYS 


60 


2.184 


-24.835 


91.795 


1.00 50.89 


A 


ATOM 


328 


CE 


LYS 


60 


3.054 


-25.341 


90.663 


1.00 52.06 


A 


ATOM 


329 


NZ 


LYS 


60 


3.650 


-24.213 


89.891 


1.00 52.67 


A 


ATOM 


330 


C 


LYS 


60 


3.534 


-21.258 


93.900 


1.00 50.64 


A 


ATOM 


331 


O 


LYS 


60 


2.894 


-20.350 


93.358 


1.00 51.26 


A 


ATOM 


332 


N 


SER 


61 


4.855 


-21.347 


93.805 


1.00 46.71 


A 


ATOM 


333 


CA 


SER 


61 


5.582 


-20.340 


93.056 


1.00 42.61 


A 


ATOM 


334 


CB 


SER 


61 


5.478 


-18.996 


93 .778 


1.00 42.79 


A 


ATOM 


335 


OG 


SER 


61 


6.132 


-19.048 


95.039 


1.00 41.39 


A 


ATOM 


336 


C 


SER 


61 


7.049 


-20.668 


92.846 


1.00 40.50 


A 


ATOM 


337 


O 


SER 


61 


7.581 


-21.619 


93.412 


1.00 39.84 


A 


ATOM 


338 


N 


SER 


62 


7.691 


-19.856 


92.017 


1.00 37.70 


A 


ATOM 


339 


CA 


SER 


62 


9.104 


-19.998 


91.732 


1.00 34.42 


A 


ATOM 


340 


CB 


SER 


62 


9.363 


-19.776 


90.245 


1.00 34.68 


A 


ATOM 


341 


OG 


SER 


62 


10.742 


-19.881 


89.964 


1.00 38.74 


A 


ATOM 


342 


C 


SER 


62 


9.796 


-18.917 


92.554 


1.00 32.09 


A 


ATOM 


343 


O 


SER 


62 


9.181 


-17.903 


92.888 


1.00 29.47 


A 


ATOM 


344 


N 


ARG 


63 


11.062 


-19.126 


92.696 


1.00 30.00 


A 


ATOM 


345 


CA 


ARG 


63 


11.775 


-18.136 


93.690 


1.00 29.48 


A 


ATOM 


346 


CB 


ARG 


63 


11.685 


-18.472 


95.189 


1.00 31.57 


A 


ATOM 


347 


CG 


ARG 


63 


10.273 


-18.695 


95.710 


1.00 35.27 


A 


ATOM 


348 


CD 


ARG 


63 


10.178 


-18.504 


97.218 


1.00 37.21 


A 


ATOM 


349 


NE 


ARG 


63 


10.260 


-17.093 


97.590 


1.00 42.67 


A 


ATOM 


350 


CZ 


ARG 


63 


9.885 


-16.601 


98.768 


1.00 44.05 


A 
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I125PV 



ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 



353 
354 



362 
363 
364 



369 
370 



351 NH1 ARG 

352 NH2 ARG 
C ARG 
O ARG 

355 N IiYS 

356 CA LYS 

357 CB LYS 

358 CG LYS 

359 CD LYS 

360 CE LYS 

361 NZ LYS 
C LYS 
O LYS 
N THR 

365 CA THR 

366 CB THR 

367 0G1 THR 

368 CG2 THR 
C THR 
O THR 

371 N TYR 

372 CA TYR 

373 CB TYR 

374 CG TYR 

375 CD1 TYR 

376 CE1 TYR 

377 CD2 TYR 

378 CE2 TYR 

379 CZ TYR 

380 OH TYR 
C TYR 
O TYR 
N THR 

384 CA THR 

385 CB THR 

386 0G1 THR 

387 CG2 THR 
C THR 
O . THR 

390 N PHE 

391 CA PHE 

392 CB PHE 

393 CG PHE 

394 CD1 PHE 

395 CD2 PHE 

396 CE1 PHE 

397 CE2 PHE 

398 CZ PHE 
C 
O 
N 

402 CA ASP 

403 CB ASP 

404 CG ASP 

405 OD1 ASP 

406 OD2 ASP 
C ASP 
O ASP 

409 N MET 

410 CA MET 

411 CB MET 

412 CG MET 

413 SD MET 
CE MET 
C MET 
O MET 
N VAL 

418 CA VAL 

419 CB VAL 

420 CGI VAL 
CG2 VAL 
C VAL 
O VAL 



381 
382 
383 



388 
389 



399 
400 
401 



407 
408 



414 
415 
416 
417 



421 
422 
423 



PHE 
PHE 
ASP 



63 

63 

63 

63 

64 

64 

64 

64 

64 

64 

64 

64 

64 

65 

65 

65 

65 

65 

65 

65 

66 

66 

66 

66 

66 

66 

66 

66 

66 

66 

66 

66 

67 

67 

67 

67 

67 

67 

67 

68 

68 

68 

68 

68 

68 

68 

68 

68 

68 

68 

69 

69 

69 

69 

69 

69 

69 

69 

70 

70 

70 

70 

70 

70 

70 

70 

71 

71 

71 

71 

71 

71 

71 



9.995 -15.299 99-014 
9.394 -17.408 99.700 
13.239 -17.994 93.314 
13.831 -18.887 92.702 
93.693 
93.467 
92.587 
91.231 
90.323 
88.925 
88.250 
94.854 
95.637 
95.154 
17.586 -16.715 96.452 
17.595 -18.081 97.179 
97.870 
98.154 
96.363 
95.425 
97.331 
97.349 
96.829 
95.482 
95.366 
94.130 
94.320 
93.079 
92.993 
91.776 
98.754 
99.733 
98.854 
23.260 -14.853 100.154 
24.083 -16.127 100.386 
23.209 -17.261 100.418 
24.845 -16.045 101.698 
24.191 -13.650 100.203 
24.992 -13.450 99.293 
24.071 -12.839 101.249 
24.930 -11.666 101.405 
24.119 -10.371 101.340 
23.343 -10.206 100.080 
22.105 -10.823 99.926 
-9.447 



13.807 -16.853 
15.216 -16.539 
15.353 -15.299 
15.991 -15.532 
15.095 -16.338 
15.692 -16.456 
15.825 -15.135 

15.808 -16.257 
15.244 '-15.488 
16.943 -16.876 



16.352 -18.252 
18.740 -18.187 
19.002 -16.136 
19.735 -16.430 
19.377 -15.300 
20.714 -14.695 
20.686 -13.244 
20.034 -13.055 
18.651 -12.984 
18.046 -12.799 
20.804 -12.938 
12.752 
12.682 



20.207 
18.829 
18.214 -12.483 
21.298 -14.675 
20.580 -14.461 
22.605 -14.880 



23.855 
21.387 -10.680 
23.144 -9.296 



99.036 
98.752 
97.852 
97.708 



21.906 -9.916 
25.641 -11.731 102.745 
25.505 -12.703 103.479 
26.388 -10.688 103.078 
27.105 -10.670 104.344 
-9.571 104.313 
-9.894 103.332 
-9.494 102.143 
10.582 103.756 
26.150 -10.500 105.531 
26.369 -11.073 106.600 
-9.718 105.325 
-9.469 106.338 
-8.322 107.257 
-8.650 108.202 
-7.359 109.420 
-7.914 110.676 
-9.115 105.678 
-8.426 104.657 
-9.593 106.258 
-9.289 105.713 
19.701 -10.516 105.021 
20.532 -10.915 103.802 
19.625 -11.662 105.986 
-8-791 106.822 
-9.350 107.913 



28.177 
29.306 
29.245 
30.259 



25.091 
24.065 
24.464 
25.600 
25.794 
24.665 
22.737 
22.697 
21.646 
20.335 



19-424 
19.395 



1.00 42.72 
1-00 46.01 
1.00 27.46 
1.00 26.59 
1.00 25.59 
1.00 23.77 
1.00 25.43 
1.00 26.32 
1.00 28.26 
1.00 29.50 
1.00 27.38 
1.00 23.10 
1.00 22.42 
1.00 22.03 
1.00 20.67 
1.00 21.12 
1.00 22.06 
1.00 27.20 
1.00 19.65 
1.00 22.34 
1.00 17.01 
1.00 15.46 
1.00 14.31 
00 14.28 
00 12.32 
00 14.42 
00 12.69 
00 10.53 
00 13.34 



1 
1 
1 
1 
1 
1 

1.00 14.95 
1-00 14.50 
1.00 13.73 
1.00 14.35 
1.00 15.82 
1.00 16.72 
1.00 17.16 
1.00 17.80 
1.00 16.72 
1.00 17.55 
1.00 16.84 
1.00 18.85 
1.00 17.59 
1.00 17.32 
1-00 16.89 
1.00 17.68 
1.00 15.86 
1.00 16.89 
1.00 17.47 
1.00 19.38 
1.00 21.74 
1.00 19.56 
1.00 20.30 
1.00 20.07 
1.00 22.41 
1.00 20.37 
00 27.46 
00 20-55 
00 20.31 
00 21.04 
00 20.59 
00 23-87 
1.00 27.55 
1.00 28.63 
1.00 29.22 
1.00 20.50 
1.00 19.82 
1.00 18.11 
1.00 17.48 
1.00 17.16 
1.00 14. 
1.00 19. 
1.00 16.09 
1.00 14.72 



1. 

1. 
1. 
1. 
1. 
1. 



.56 
.68 



A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 
A 
A 
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125PV 



Al UM 




N 


PHE 


/Z 


18 .714 


-7.706 106.529 


1.00 16.25 


A 


ATOM 


425 


CA 


PHE 


72 


17 .793 


-7.075 107.460 


1.00 15.53 


A 


ATOM 


426 


CB 


PHE 


72 


18 .289 


-5.670 107.799 


1.00 14.92 


A 


ATOM 


427 


CO 


PHE 


72 


19.575 


-5.658 108.575 


1.00 17.03 


A 


ATOM 


428 


CDl 


. PHE 


72 


19.590 


-6.004 109.925 


1.00 16.20 


A 


ATOM 


429 


CD2 


PHE 


72 


20.782 


-5.332 107.950 


1.00 17.34 


A 


ATOM 


430 


CE1 


PHE 


72 


20.785 


-6.026 110.649 


1.00 16.42 


A 


ATOM 


431 


CE2 


PHE 


72 


21.979 


-5.352 108.660 


1.00 16.87 


A 


ATOM 


432 


CZ 


PHE 


72 


21.983 


-5.702 110.016 


1.00 16-79 


A 


ATOM 


433 


C 


PHE 


72 


16.388 


-7.007 106.874 


1.00 15.43 


A 


ATOM 


434 


O 


PHE 


72 


16.163 


-6.394 105.834 


1.00 13.98 


A 


ATOM 


435 


N 


GLY 


73 


15.445 


-7.646 107.557 


1.00 18.08 


A 


ATOM 


436 


CA 


GLY 


73 


14.067 


-7.655 107.104 


1.00 17.75 


A 


ATOM 


437 


C 


GLY 


73 


13.343 


-6.377 107.478 


1.00 19.38 


A 


ATOM 


438 


O 


GLY 


73 


13 .918 


-5.477 108.101 


1-00 19.14 


A 


ATOM 


439 


M 


ALA 


74 


12.069 


-6.308 107.103 


1.00 20.07 


A 


ATOM 


440 


CA 


ALA 


74 


11 .228 


-5.145 107.363 


1.00 20.00 


A 


ATOM 


441 


CB 


ALA 


74 


9.840 


-5.399 106.800 


1.00 19.61 


A 


ATOM 


442 


C 


ALA 


74 


11 .124 


-4.709 108.834 


1.00 19.69 


A 


ATOM 


443 


O 


ALA 


74 


10.972 


-3.525 109.123 


1.00 21.06 


A 


ATOM 


444 


N 


SER 


75 


11 .213 


-5.650 109.765 


1.00 18.30 


A 


ATOM 


445 


CA 


SER 


75 


11 .103 


-5.300 111.177 


1.00 18.31 


A 


ATOM 


446 


CB 


SER 


75 


10.789 


-6.553 111.991 


1.00 16.40 


A 


ATOM 


447 


OG 


SER 


75 


11 .886 


-7.450 111.971 


1.00 15.90 


A 


ATOM 


448 


C 


SER 


75 


12 .359 


-4.625 111.748 


1.00 18.96 


A 


ATOM 


449 


O 


SER 


75 


12 .368 


-4.196 112.902 


1.00 19.99 


A 


ATOM 




N 


THR 


76 


13 .407 


-4.519 110.937 


1.00 18.45 


A 


ATOM 


451 


CA 


THR 


76 


14 .667 


-3.932 111.390 


1.00 17.88 


A 


ATOM 


452 


CB 


THR 


76 


15 .783 


-4.165 110.347 


1.00 18.01 


A 


ATOM 


453 


OG1 


THR 


76 


15 . 861 


-5.567 110.019 


1.00 17.20 


A 


ATOM 


454 


CG2 


THR 


76 


17 .109 


-3.708 110.902 


1.00 17.48 


A 


ATOM 


455 


C 


THR 


76 


14 .570 


-2.437 111.687 


1.00 17.40 


A 


ATOM 


a c a 
456 


O 


THR 


76 


14 . 064 


-1.667 110.877 


1.00 18.84 


A 


ATOM 


A tz.n 
457 


N 


LYS 


77 


15 . 061 


-2.034 112.853 


1.00 16.09 


A 


ATOM 


458 


CA 


LYS 


77 


15.032 


-0.633 113.262 


1.00 17.09 


A 


ATOM 


459 


CB 


LYS 


77 


14 .667 


-0.526 114.751 


1.00 19.20 


A 


ATOM 


460 


CG 


LYS 


77 


13 .337 


-1.181 115.120 


1.00 20.20 


A 


ATOM 


461 


CD 


LYS 


77 


12.198 


-0.604 114.302 


1.00 24.17 


A 


ATOM 


462 


CE 


LYS 


77 


10.882 


-1.325 114.556 


1.00 28.56 


A 


ATOM 


463 


NZ 


LYS 


77 


9.741 


-0.673 113.832 


1.00 29.29 


A 


ATOM 


464 


C 


LYS 


77 


16.383 


0.039 113.007 


1.00 16.81 


A 


ATOM 


465 


O 


LYS 


77 


17.382 


-0.638 112.760 


1.00 16.91 


A 


ATOM 


466 


N 


GLN 


78 


16.414 


1.368 113.067 


1.00 14.39 


A 


ATOM 


467 


CA 


GLN 


78 


17.657 


2.101 112.831 


1.00 13.21 


A 


ATOM 


468 


CB 


GLN 


78 


17.422 


3.611 112.945 


1.00 10.26 


A 


ATOM 


469 


CG 


GLN 


78 


16-343 


4.179 112.017 


1.00 10.24 


A 


ATOM 


470 


CD 


GLN 


78 


16.799 


4.325 110.579 


1 . 00 8 . 85 


A 


ATOM 


471 


OEl 


GLN 


78 


17.170 


3.348 109.922 


1.00 10.32 


A 


ATOM 


472 


NE2 


GLN 


78 


16.776 


5.555 110.081 


1.00 6.58 


A 


ATOM 


473 


C 


GLN 


78 


18.750 


1.687 113.821 


1.00 13.02 


A 


ATOM 


474 


0 


GLN 


78 


19.933 


1.636 113.474 


1.00 11.38 


A 


ATOM 


475 


N 


ILE 


79 


18.352 


1.392 115.053 


1.00 12.89 


A 


ATOM 


476 


CA 


ILE 


79 


19.313 


1.013 116.085 


1.00 13.42 


A 


ATOM 


477 


CB 


ILE 


79 


18-635 


0.959 117.479 


1.00 13.40 


A 


ATOM 


478 


CG2 


ILE 


79 


17.591 


-0.142 117.508 


1.00 14.83 


A 


ATOM 


479 


CGI 


ILE 


79 


19.684 


0.733 118.571 


1.00 13.65 


A 


ATOM 


f* o u 


LU1 


ILE 


79 


20 . 653 


"i f\r\*f -lift nnr 

1.906 118.775 


1-00 14.47 


A 


ATOM 


481 


c 


ILE 


79 


19.972 


-0.329 115.771 


1.00 12.91 


A 


ATOM 


482 


O 


ILE 


79 


21.157 


-0.522 116.044 


1.00 12.01 


A 


ATOM 


483 


N 


ASP 


80 


19.204 


-1.243 115.182 


1.00 13.40 


A 


ATOM 


484 


CA 


ASP 


80 


19.719 


-2.555 114.815 


1.00 14.93 


A 


ATOM 


485 


CB 


ASP 


80 


18.581 


-3.461 114.303 


1.00 17.57 


A 


ATOM 


486 


CG 


ASP 


80 


17.428 


-3.593 115.300 


1.00 20.41 


A 


ATOM 


487 


OD1 


ASP 


80 


17.692 


-3.811 116.504 


1.00 22.08 


A 


ATOM 


488 


0D2 


ASP 


80 


16.253 


-3.492 114.879 


1.00 21.37 


A 


ATOM 


489 


C 


ASP 


80 


20.777 


-2.393 113.719 


1.00 15.46 


A 


ATOM 


490 


O 


ASP 


80 


21.845 


-3.007 113.769 


1.00 15.07 


A 


ATOM 


491 


N 


VAL 


81 


20.467 


-1.560 112.730 


1.00 15.97 


A 


ATOM 


492 


CA 


VAL 


81 


21.380 


-1.307 111.625 


1.00 16.25 


A 


ATOM 


493 


CB 


VAL 


81 


20.747 


-0.360 110.555 


1.00 16.07 


A 


ATOM 


494 


CGI 


VAL 


81 


21.787 


0.027 109.526 


1.00 14.56 


A 


ATOM 


495 


CG2 


VAL 


81 


19.568 


-1.049 109.857 


1.00 14.48 


A 


ATOM 


496 


C 


VAL 


81 


22.667 


-0.681 112.142 


1.00 18.57 


A 
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A 


ATOM 


498 


N 
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82 
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fl O DO 

u . zoy 


111 r\A c 
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1 . 00 


19 . 05 


A 


ATOM 


499 


CA 


TYR 


82 


23 .732 




113 . 583 


1 . 00 


20 .41 


A 


ATOM 


500 


CB 


TYR 


82 


23 .339 


O 1 ~2 "i 


114 . 471 


1 . 00 


23 .17 


A 


ATOM 


501 


CG 


TYR 


82 


24 . 532 


2 .903 


114 - 992 


1. 00 


24 .73 


A 


ATOM 


502 


CD1 


TYR 


82 


25 .137 


2 . 556 


116 . 198 


1 . 00 


24 .58 


A 


ATOM 


503 


CEl 


TYR 


82 


26 .284 


3 . 200 


116 . 638 


1 . 00 


25 .15 


A 


ATOM 


504 


CD2 


TYR 


82 


25 .107 


3 . 928 


114 .237 


1.00 


25.38 


A 


ATOM 


505 


CE2 


TYR 


82 


26 .258 


4 . 576 


114 . 668 


1 . 00 


25.61 


A 


ATOM 


506 


cz 


TYR 


82 


26 . 842 


4 .204 


115 . 868 


1.00 


25 . 89 


A 


ATOM 


507 


OH 


TYR 


82 


28 .000 


4 . 818 


116 .297 


1 .00 


26 .74 


A 


ATOM 


508 


C 


TYR 


82 


24 .633 


-0 .002 


114 .375 


1 . 00 


22 .16 


A 


ATOM 


509 


O 


TYR 


82 


25.835 


-0.104 


114 .103 


1 . 00 


22.17 


A 


ATOM 


510 


N 


ARG 


83 


24 .059 


-0 . 694 


115 .352 


1 . 00 


21 .11 


A 


ATOM 


511 


CA 


ARG 


83 


24.834 


-1 . 615 


116 .170 


1. 00 


20.40 


A 


ATOM 


512 


CB 


ARG 


83 


23 .928 


-2 . 263 


117 .222 


1. 00 


18.85 


A 


ATOM 


513 


CG 


ARG 


83 


23 . 521 


-1 . 315 


118 .339 


1 . 00 


21 .14 


A 


ATOM 


514 


CD 


ARG 


83 


22 . 272 


—1 . 804 


119 . 065 


1 . 00 


21 . 88 


A 


ATOM 


515 


NE 


ARG 


83 


22 . 478 


-3 . 061 


119 . 779 


1 . 00 


22 . 27 


A 


ATOM 


516 


CZ 


ARG 


83 


23 . 184 


-3 . 175 


120 . 899 


1 . 00 


23 . 18 


A 


ATOM 


517 


NH1 


ARG 


83 


23 .757 


-2 . 104 


121 - 434 


1 . 00 


23 . 11 


A 


ATOM 


518 


NH2 


ARG 


83 


23 .308 


-4 .356 


121 . 490 


1 . 00 


23 . 57 


A 


ATOM 


519 


C 


ARG 


Q1 

OJ 


25 . 553 


—2 . 694 


115 .361 


1 • 00 


19 . 49 


A 


ATOM 


520 


O 


ARG 


83 


26 . 702 


—3 . 022 


115 . 647 


1 A A 

1 . 00 


17 . 49 


A 


ATOM 


CO 1 

b21 


N 


SER 


a a 


24 . 885 


—3 . 225 


114 . 341 


1 . 00 


19 .74 


A 


ATOM 


522 


CA 


SER 


Q A 

84 


OC A CO 


A 0 at 
-4 . 28 J 


113 . 519 


1 . 00 


19 . 67 


A 


ATOM 


CO? 

b2J 


CB 


SER 


Q A 

84 


24 .359 


— b .13b 


1 i 0 000 

112 . 800 


1 . 00 


21 . 49 


A 


ATOM 


CO/1 

b24 


OG 


SER 


a A 
84 


23 .716 


c OO "J 

-b . 931 


113 . 865 


1 . 00 


28 . 64 


A 


ATOM 


b2b 


C 


SER 


84 


oc iii a 
2b . 


—J . 8b9 


111 A OC 

112 . 42b 


1 . 00 


18 . 56 


A 


ATOM 


cor 


O 


SER 


O A 


OO A DO 

27 . 4o 7 


A A1C 

— 4 . 4 Jo 


110 O AO 

1X2 . .502 


1 . 00 


19 . 77 


A 


ATOM 


527 


N 


VAL 


85 


26 . 058 


-2 . 866 


111 . 624 


1 . 00 


18 . 63 


A 


ATOM 


528 


CA 


VAL 


85 


26 .949 


-2 . 470 


110 . 542 


1 . 00 


19 . 52 


A 


ATOM 


529 


CB 


VAL 


0 c 
8b 


26 .161 


-2 .241 


1 no 000 
109 .222 


1 . 00 


19 .26 


A 


ATOM 


D .30 


CGI 


VAL 


oc 
ob 


1 c 1 cc 
2b . lob 


—J •6 11 


1 AO A1 1 

XU9 . Oil 


1 A A 

1 . 00 


OA A C 

20 . 4b 


A 


ATOM 


C0 1 


CG2 


VAL 


ob 


O C A AO 

2b . 448 


-0 .925 


1 no oci 
1U9 . 251 


1 A A 

1 . 00 


00 1 0 
22 . 19 


A 


ATOM 


532 


C 


VAL 


85 


2 / . 828 


-1 .252 


110 . 810 


1 . 00 


19 .41 


A 


ATOM 


533 


O 


VAL 


85 


29 . 034 


-1 .289 


110 . 558 


1 . 00 


19 . 81 


A 


ATOM 


534 


N 


VAL 


86 


27.236 


-0 .189 


111 .342 


1 . 00 


19.42 


A 


ATOM 


535 


CA 


VAL 


86 


27 . 959 


1 .053 


111 . 603 


1 . 00 


19. 60 


A 


ATOM 


536 


CB 


VAL 


86 


26 . 971 


2 .226 


111 - 815 


1 . 00 


18.59 


A 


ATOM 


537 


CGI 


VAL 


86 


27 .724 


3 . 545 


111 . 800 


1 . 00 


19 . 00 


A 


ATOM 


538 


CG2 


VAL 


86 


25 . 899 


2 .208 


110 .736 


1. 00 


18.56 


A 


ATOM 


539 


C 


VAL 


86 


28 . 950 


1 .067 


■•10 inl 

112 .773 


1 . 00 


20.31 


A 


ATOM 


540 


O 


VAL 


86 


30 . 060 


1 . 584 


112 . 637 


1 . 00 


19 .36 


A 


ATOM 


541 


M 


CYS 


87 


28 . 559 


0 . 519 


113 . 919 


1 . 00 


21 .30 


A 


ATOM 


542 


CA 


CYS 


87 


29 .438 


0.535 


115 . 082 


1 . 00 


23 . 03 


A 


ATOM 


543 


CB 


CYS 


87 


28 .777 


-0. 187 


116 .254 


1 . 00 


26 . 09 


A 


ATOM 


544 


SG 


CYS 


87 


29 .481 


0.238 


117 . 859 


1 . 00 


36 . 72 


A 


ATOM 


545 


C 


CYS | 


87 


30 - 824 


-0.056 


114 . 804 


1 . 00 


21 . 77 


A 


ATOM 


546 


O 


CYS 


87 


31 . 835 


0 .546 


115 . 145 


1 . 00 


21 .30 


A 


ATOM 


547 


N 


PRO 


88 


30 . 894 


-1 .241 


114.185 


1 . 00 


20 .49 


A 


ATOM 


548 


CD 


PRO 


88 


29 . 856 


-2-240 


113 - 881 


1 . 00 


20.97 


A 


ATOM 


549 


CA 


PRO 


88 


32 .231 


-1 .783 


113 - 926 


1 . 00 


20.97 


A 


ATOM 


550 


CB 


PRO 


88 


31 - 948 


-3 .215 


113 . 473 


1 . 00 


18.41 


A 


ATOM 


551 


CG 


PRO 


88 


30 . 571 


-3 . 133 


112 . 895 


1 . 00 


20-02 


A 


ATOM 


552 


C 


PRO 


88 


33 . 052 


-0 . 988 


112 .905 


1 . 00 


21 . 87 


A 


ATOM 
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J4 . 200 


ft GOO 


113 . 000 


1 nn 
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A 


ATOM 


554 


N 


ILE 


89 


32.380 


-0.373 


111.934 


1.00 


21.27 


A 


ATOM 


555 


CA 


JLE 


89 


33.068 


0.417 


110.915 


1.00 


20.39 


A 


ATOM 


556 


CB 


ILE 


89 


32.130 


0.723 


109.720 


1.00 


20.42 


A 


ATOM 


557 


CG2 


ILE 


89 


32.791 


1.710 


108.762 


1.00 


16.94 


A 


ATOM 


558 


CGI 


ILE 


89 


31.786 


-0.584 


108.998 


1.00 


20.17 


A 


ATOM 


559 


CD1 


ILE 


89 


30.749 


-0.429 


107.886 


1.00 


21.44 


A 


ATOM 


560 


C 


ILE 


89 


33.577 


1.724 


111.515 


1.00 


21.10 


A 


ATOM 


561 


O 


ILE 


89 


34.640 


2.214 


111.144 


1.00 


22.45 


A 


ATOM 


562 


N 


LEU 


90 


32.818 


2-287 


112.449 


1.00 


20.96 


A 


ATOM 


563 


CA 


LEU 


90 


33.229 


3.522 


113.103 


1.00 


20.72 


A 


ATOM 


564 


CB 


LEU 


90 


32.086 


4.094 


113.940 


1.00 


18.19 


A 


ATOM 


565 


CG 


LEU 


90 


32.407 


5.390 


114 . 687 


1.00 


19.36 


A 


ATOM 


566 


CD1 


LEU 


90 


32.779 


6.495 


113.702 


1.00 


17.91 


A 


ATOM 


567 


CD2 


LEU 


90 


31.203 


5.799 


115.515 


1.00 


19.74 


A 


ATOM 


568 


C 


LEU 


90 


34.443 


3.248 


113.989 


1.00 


21.43 


A 


ATOM 


569 


0 


LEU 


90 


35.346 


4.081 


114.089 


1.00 


22.10 


A 
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570 


N 


ASP 


91 


34-471 


2 .084 


114.632 


1.00 


21. 61 


A 


ATOM 


571 


CA 


ASP 


91 


35.611 


1.731 


115.476 


1.00 


22.75 


A 


ATOM 


572 


CB 


ASP 


91 


35.404 


0.380 


116.172 


1.00 


22.67 


A 


ATOM 


573 


CG 


ASP 


91 


34.535 


0.486 


117.410 


1.00 


25.39 


A 


ATOM 


574 


ODl 


ASP 


91 


34.386 


1.604 


117.947 


1.00 


24.95 


A 


ATOM 


575 


OD2 


ASP 


91 


34.006 


-0.552 


117.859 


1. 00 


27.30 


A 


ATOM 


576 


C 


ASP 


91 


36.877 


1.667 


114.618 


1.00 


22.42 


A 


ATOM 


577 


o 


ASP 


91 


37.956 


2.039 


115.077 


1.00 


20.39 


A 


ATOM 


578 


N 


GLU 


92 


36.749 


1.199 


113.378 


1.00 


20.58 


A 


ATOM 


579 


CA 


GLU 


92 


37.907 


1.130 


112.499 


1.00 


22.88 


A 


ATOM 


580 


CB 


GLU 


92 


37.599 


0.311 


111.238 


1.00 


24.90 


A 


ATOM 


581 


CG 


GLU 


92 


38.131 


-1.120 


111.282' 


1.00 


31.75 


A 


ATOM 


582 


CD 


GLU 


92 


38.517 


-1.655 


109.902 


1.00 


35.40 


A 


ATOM 


583 


OE1 


GLU 


92 


39.330 


-1.007 


109.203 


1.00 


36.87 


A 


ATOM 


584 


OE2 


GLU 


92 


38.017 


-2.732 


109.519 


1-00 


37.95 


A 


ATOM 


585 


C 


GLU 


92 


38.358 


2.537 


112.100 


1.00 


22.24 


A 


ATOM 


586 


O 


GLU 


92 


39.554 


2.799 


111.964 


1.00 


21.80 


A 


ATOM 


587 


N 


VAL 


93 


37.398 


3 .438 


111.909 


1.00 


20.21 


A 


ATOM 


588 


CA 


VAL 


93 


37.712 


4.808 


111.532 


1.00 


18.97 


A 


ATOM 


589 


CB 


VAL 


93 


36.422 


5.626 


111.228 


1.00 


17.93 


A 


ATOM 


590 


CGI 


VAL 


93 


36.755 


7.102 


111.094 


1.00 


14.46 


A 


ATOM 


591 


CG2 


VAL 


93 


35.781 


5.124 


109.937 


1.00 


16.29 


A 


ATOM 


592 


C 


VAL 


93 


38.489 


5.482 


112.657 


1 .00 


19.09 


A 


ATOM 


593 


O 


VAL 


93 


39.477 


6.174 


112.414 


1-00 


18.02 


A 


ATOM 


594 


N 


ILE 


94 


38 .044 


5.263 


113 .889 


1.00 


19.70 


A 


ATOM 


595 


CA 


ILE 


94 


38.690 


5.845 


115.056 


1.00 


21.90 


A 


ATOM 


596 


CB 


XLE 


94 


37. 815 


5.615 


116.317 


1.00 


22.69 


A 


ATOM 


597 


CG2 


ILE 


94 


38.519 


6.128 


117.571 


1.00 


22.60 


A 


ATOM 


598 


CGI 


ILE 


94 


36 .472 


6.336 


116.124 


1.00 


22.49 


A 


ATOM 


599 


CD1 


ILE 


94 


35.480 


6.155 


117.266 


1.00 


22.50 


A 


ATOM 


600 


C 


ILE 


94 


40.116 


5.302 


115.265 


1.00 


24 .26 


A 


ATOM 


601 


O 


ILE 


94 


40. 924 


5.931 


115.945 


1.00 


24 .34 


A 


ATOM 


602 


N 


MET 


95 


40.428 


4.148 


114.672 


1.00 


25.73 


A 


ATOM 


603 


CA 


MET 


95 


41.767 


3 .559 


114.777 


1.00 


27.17 


A 


ATOM 


604 


CB 


MET 


95 


41 .732 


2.047 


114.532 


1.00 


29.33 


A 


ATOM 


605 


CG 


MET 


95 


41 .102 


1 .237 


115.643 


1.00 


35.68 


A 


ATOM 


606 


SD 


MET 


95 


41.281 


-0.526 


115.337 


1.00 


44.01 


A 


ATOM 


607 


CE 


MET 


95 


39-718 


-0.911 


114.541 


1.00 


39.10 


A 


ATOM 


608 


C 


MET 


95 


42.722 


4.183 


113.761 


1.00 


27.37 


A 


ATOM 


609 


O 


MET 


95 


43.907 


3.832 


113.711 


1.00 


26.10 


A 


ATOM 


610 


N 


GLY 


96 


42 .197 


5.088 


112.939 


1.00 


26.75 


A 


ATOM 


611 


CA 


GLY 


96 


43.020 


5.753 


111.941 


1.00 


26.52 


A 


ATOM 


612 


C 


GLY 


96 


42.861 


5.220 


110.529 


1.00 


25.69 


A 


ATOM 


613 


0 


GLY 


96 


43.752 


5.373 


109.690 


1.00 


25.52 


A 


ATOM 


614 


N 


TYR 


97 


41.720 


4.597 


110.264 


1. 00 


25.64 


A 


ATOM 


615 


CA 


TYR 


97 


41.439 


4.033 


108.949 


1.00 


24.96 


A 


ATOM 


616 


CB 


TYR 


97 


40.932 


2.592 


109.113 


1.00 


29.74 


A 


ATOM 


617 


CG 


TYR 


97 


42.007 


1.569 


109.444 


1.00 


34.33 


A 


ATOM 


618 


CD1 


TYR 


97 


42.993 


1.243 


108.514 


1.00 


36.66 


A 


ATOM 


619 


CE1 


TYR 


97 


43 .970 


0.292 


108.798 


1. 00 


39.73 


A 


ATOM 


620 


CD2 


TYR 


97 


42.025 


0.914 


110.680 


1. 00 


35.77 


A 


ATOM 


621 


CE2 


TYR 


97 


42.998 


-0.037 


110.979 


1.00 


38.01 


A 


ATOM 


622 


CZ 


TYR 


97 


43.969 


-0.342 


110.033 


1.00 


40.42 


A 


ATOM 


623 


OH 


TYR 


97 


44.956 


-1.264 


110.325 


1.00 


41.65 


A 


ATOM 


624 


C 


TYR 


97 


40.407 


4.854 


108.163 


1.00 


22.65 


A 


ATOM 


625 


O 


TYR 


97 


39.749 


5.741 


108.711 


1.00 


22.45 


A 


ATOM 


oZo 


N 


ASN 


98 


40 .290 


4 .565 


106 .872 


1. 00 


19 . 89 


A 


ATOM 


627 


CA 


ASN 


98 


39-312 


5.226 


106.021 


1.00 


18.57 


A 


ATOM 


628 


CB 


ASN 


98 


39.941 


5.682 


104.702 


1.00 


19.70 


A 


ATOM 


629 


CG 


ASM 


98 


40.867 


6.863 


104.873 


1.00 


21.50 


A 


ATOM 


630 


OD1 


ASM 


98 


40.543 


7.826 


105.574 


1.00 


23.29 


A 


ATOM 


631 


ND2 


ASN 


98 


42.020 


6.807 


104.222 


1.00 


20.02 


A 


ATOM 


632 


C 


ASN 


98 


38.195 


4.230 


105.713 


1.00 


18.68 


A 


ATOM 


633 


0 


ASN 


98 


38.459 


3.087 


105.346 


1.00 


16.93 


A 


ATOM 


634 


N 


CYS 


99 


36.949 


4.657 


105.865 


1.00 


18.23 


A 


ATOM 


635 


CA 


CYS 


99 


35.825 


3.776 


105.575 


1.00 


17.76 


A 


ATOM 


636 


CB 


CYS 


99 


35.244 


3.186 


106.867 


1.00 


18.42 


A 


ATOM 


637 


SG 


CYS 


99 


36.378 


2.095 


107.771 


1.00 


19.49 


A 


ATOM 


638 


C 


CYS 


99 


34.727 


4.481 


104.790 


1.00 


15.84 


A 


ATOM 


639 


O 


CYS 


99 


34.508 


5.685 


104.920 


1.00 


13.06 


A 


ATOM 


640 


N 


THR 


100 


34.044 


3.696 


103.968 


1.00 


15.18 


A 


ATOM 


641 


CA 


THR 


100 


32.968 


4.190 


103.130 


1.00 


14.06 


A 


ATOM 


642 


CB 


THR 


100 


33.417 


4.278 


101.657 


1.00 


12.78 


A 
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ATOM 


643 


OGl 


THR 


100 


34 .485 


5.223 


101.539 


1.00 


14.13 


A 


ATOM 


644 


CG2 


: THR 


100 


32 .262 


4 .717 


100.773 


1.00 


12.44 


A 


ATOM 


645 


C 


THR 


100 


31.759 


3.260 


103.200 


1.00 


14.15 


A 


ATOM 


646 


O 


THR 


100 


31 .907 


2.034 


103.263 


1.00 


13.80 


A 


ATOM 


647 


N 


ILE 


101 


30.568 


3.851 


103.199 


1.00 


12.37 


A 


ATOM 


648 


CA 


ILE 


101 


29.329 


3.088 


103.202 


1-00 


11.07 


A 


ATOM 


649 


CB 


ILE 


101 


28.608 


3.158 


104.551 


1.00 


10.99 


A 


ATOM 


650 


CG2 


ILE 


101 


27.404 


2.213 


104.527 


1.00 


11.07 


A 


ATOM 


651 


CGI 


ILE 


101 


29.551 


2.756 


105.682 


1.00 


11.36 


A 


ATOM 


652 


CD1 


ILE 


101 


28. 880 


2.767 


107.071 


1.00 


11.31 


A 


ATOM 


653 


C 


ILE 


101 


28.394 


3.659 


102.123 


1.00 


10.34 


A 


ATOM 


654 


O 


ILE 


101 


28.077 


4.842 


102.133 


1.00 


8.62 


A 


ATOM 


655 


N 


PHE 


102 


27.9B0 


2.807 


101.192 


1.00 


8.88 


A 


ATOM 


656 


CA 


PHE 


102 


27. 089 


3.200 


100.113 


1.00 


8.18 


A 


ATOM 


657 


CB 


PHE 


102 


27.521 


2.554 


98.798 


1.00 


8.39 


A 


ATOM 


658 


CG 


PHE 


102 


28.786 


3.107 


98.212 


1.00 


8.44 


A 


ATOM 


659 


CD1 


PHE 


102 


28.746 


4.237 


97.400 


1.00 


8.21 


A 


ATOM 


660 


CD 2 


PHE 


102 


30.004 


2.449 


98.402 


1.00 


7.42 


A 


ATOM 


661 


CE1 


PHE 


102 


29.901 


4.712 


96.770 


1.00 


10.64 


A 


ATOM 


662 


CE2 


PHE 


102 


31 .167 


2.910 


97.780 


1.00 


9.88 


A 


ATOM 


663 


CZ 


PHE 


102 


31.119 


4.044 


96.957 


1.00 


10.26 


A 


ATOM 


664 


C 


PHE 


102 


25.686 


2.695 


100.418 


1.00 


9.34 


A 


ATOM 


665 


O 


PHE 


102 


25.514 


1.676 


101.084 


1.00 


9.83 


A 


ATOM 


666 


N 


ALA 


103 


24. 686 


3.420 


99.937 


1.00 


8.83 


A 


ATOM 


667 


CA 


ALA 


103 


23.301 


3.008 


100.088 


1.00 


6.41 


A 


ATOM 


668 


CB 


ALA 


103 


22. 503 


4.057 


100. 836 


1.00 


6.59 


A 


ATOM 


669 


C 


ALA 


103 


22 . 887 


2.920 


98.619 


1.00 


5.06 


A 


ATOM 


670 


0 


ALA 


103 


22.988 


3 .898 


97. 890 


1.00 


3.08 


A 


ATOM 


671 


N 


TYR 


104 


22 . 476 


1.735 


98.184 


1.00 


4.26 


A 


ATOM 


672 


CA 


TYR 


104 


22. 110 


1.498 


96.791 


1.00 


4.91 


A 


ATOM 


673 


CB 


TYR 


104 


23 . 142 


0.552 


96. 137 


1.00 


3.89 


A 


ATOM 


674 


CG 


TYR 


104 


22.911 


0.238 


94.666 


1.00 


4.19 


A 


ATOM 


675 


CD1 


TYR 


104 


21. 933 


-0. 675 


94.260 


1.00 


6.04 


A 


ATOM 


676 


CBl 


TYR 


104 


21 . 722 


-0.946 


92.898 


1.00 


7.93 


A 


ATOM 


677 


CD2 


TYR 


104 


23 . 667 


0. 868 


93.679 


1.00 


5.77 


A 


ATOM 


678 


CE2 


TYR 


104 


23.466 


0.608 


92.326 


1.00 


5.74 


A 


ATOM 


679 


CZ 


TYR 


104 


22-500 


-0.295 


91.944 


1.00 


6.93 


A 


ATOM 


680 


OH 


TYR 


104 


22 . 326 


-0.551 


90.604 


1.00 


8.61 


A 


ATOM 


681 


C 


TYR 


104 


20.718 


0.893 


96.678 


1.00 


5.23 


A 


ATOM 


682 


0 


TYR 


104 


20. 346 


0.007 


97.445 


1.00 


7.02 


A 


ATOM 


683 


N 


GLY 


105 


19.955 


1.368 


95.704 


1.00 


3.82 


A 


ATOM 


684 


CA 


GLY 


105 


18.620 


0.857 


95.521 


1.00 


5.02 


A 


ATOM 


685 


C 


GLY 


105 


17.705 


1.803 


94.773 


1.00 


5.87 


A 


ATOM 


686 


O 


GLY 


105 


17.981 


2.992 


94.590 


1.00 


6.06 


A 


ATOM 


687 


N 


GLN 


106 


16.598 


1.244 


94.326 


1.00 


4.13 


A 


ATOM 


688 


CA 


GLN 


106 


15.601 


1.986 


93.591 


1.00 


6.44 


A 


ATOM 


689 


CB 


GLN 


106 


14.513 


0.998 


93.158 


1.00 


6.41 


A 


ATOM 


690 


CG 


GLN 


106 


13.175 


1.585 


92.817 


1.00 


11.96 


A 


ATOM 


691 


CD 


GLN 


106 


12.136 


0.511 


92.499 


1.00 


14.57 


A 


ATOM 


692 


OE1 


GLN 


106 


12.060 


-0.539 


93.172 


1.00 


12.16 


A 


ATOM 


693 


NE2 


GLN 


106 


11.318 


0-774 


91.483 


1.00 


10.80 


A 


ATOM 


694 


C 


GLN 


106 


15. 047 


3 .091 


94.488 


1.00 


7.89 


A 


ATOM 


695 


O 


GLN 


106 


15.083 


2.992 


95.725 


1.00 


8.30 


A 


ATOM 


696 


N 


THR 


107 


14.558 


4.157 


93 . 869 


1.00 


8.49 


A 


ATOM 


697 


CA 


THR 


107 


13.981 


5.259 


94.620 


1.00 


8.83 


A 


ATOM 


698 


CB 


THR 


107 


13.532 


6.371 


93.668 


1.00 


10.17 


A 








rprrrj 
X HK 


J.U / 


14 . 681 


6 .936 


93 . 023 


1 . 00 


11 .92 


A 


ATOM 


700 


CG2 


THR 


107 


12.783 


7.464 


94.431 


1.00 


9.05 


A 


ATOM 


701 


C 


THR 


107 


12.763 


4.751 


95.392 


1.00 


11.60 


A 


ATOM 


702 


O 


THR 


107 


11.936 


4.017 


94.838 


1.00 


13.74 


A 


ATOM 


703 


N 


GLY 


108 


12.661 


5.121 


96.668 


1.00 


11.74 


A 


ATOM 


704 


CA 


GLY 


108 


11.527 


4.703 


97.476 


1.00 


9.99 


A 


ATOM 


705 


C 


GLY 


108 


11.738 


3.461 


98.330 


1.00 


11.25 


A 


ATOM 


706 


O 


GLY 


108 


10.812 


3.004 


99.018 


1.00 


12.52 


A 


ATOM 


707 


N 


THR 


109 


12.947 


2.915 


98.313 


1.00 


9.04 


A 


ATOM 


708 


CA 


THR 


109 


13.216 


1.716 


99.090 


1.00 


8.13 


A 


ATOM 


709 


CB 


THR 


109 


14.053 


0.703 


98.291 


1.00 


8.11 


A 


ATOM 


710 


OGl 


THR 


109 


15.274 


1.321 


97.857 


1.00 


5.32 


A 


ATOM 


711 


CG2 


THR 


109 


13.269 


0.220 


97.079 


1.00 


2.18 


A 


ATOM 


712 


C 


THR 


109 


13.914 


1.990 


100.405 


1.00 


8.77 


A 


ATOM 


713 


O 


THR 


109 


14.029 


1.085 


101.236 


1.00 


9.56 


A 


ATOM 


714 


N 


GLY 


110 


14.411 


3.211 


100.599 


1.00 


6.93 


A 


ATOM 


715 


CA 


GLY 


110 


15.037 


3.517 


101.878 


1.00 


7.00 


A 
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ATOM 


716 


C 


GLY 


110 


16.491 


3.959 


101 


.985 


1 


.00 


8.39 


A 


ATOM 


717 


O 


GLY 


110 


17.052 


3.953 


103 


.089 


1 


.00 


6.64 


A 


ATOM 


718 


N 


LYS 


111 


17.106 


4.346 


100 


.869 


1 


.00 


8.77 


A 


ATOM 


719 


CA 


LYS 


111 


18.493 


4.798 


100 


.888 


1 


.00 


8.41 


A 


ATOM 


720 


CB 


LYS 


111 


18.938 


5.257 


99 


.495 


1 


.00 


9.46 


A 


ATOM 


721 


CG 


LYS 


111 


19.086 


4.134 


98 


.462 


1 


.00 


8.41 


A 


ATOM 


722 


CD 


LYS 


111 


19.650 


4.651 


97 


.133 


1 


.00 


7.10 


A 


ATOM 


723 


CE 


LYS 


111 


18.772 


5.741 


96 


.526 


1 


.00 


8.55 


A 


ATOM 


724 


NZ 


LYS 


111 


17.364 


5.298 


96 


.325 


1 


.00 


7.14 


A 


ATOM 


725 


C 


LYS 


111 


18.643 


5.956 


101 


.862 


1 


.00 


8.34 


A 


ATOM 


726 


O 


LYS 


111 


19.448 


5.895 


102 


.789 


1 


.00 


9.08 


A 


ATOM 


727 


N 


THR 


112 


17.851 


7.006 


101 


.651 


1 


.00 


8.83 


A 


ATOM 


728 


CA 


THR 


112 


17.896 


8.198 


102 


.502 


1 


.00 


7.73 


A 


ATOM 


729 


CB 


THR 


112 


17.027 


9.342 


101.903 


1 


.00 


8.07 


A 


ATOM 


730 


OG1 


THR 


112 


17.347 


9.520 


100 


.502 


1 


.00 


8.01 


A 


ATOM 


731 


CG2 


THR 


112 


17.287 


10.650 


102 


.650 


1 


.00 


4.02 


A 


ATOM 


732 


C 


THR 


112 


17.454 


7.905 


103 


.945 


1 


.00 


8.81 


A 


ATOM 


733 


O 


THR 


112 


17.997 


8.458 


104 


.894 


1 


.00 


8.08 


A 


ATOM 


734 


N 


PHE 


113 


16.476 


7.025 


104 


.114 


1 


.00 


11.03 


A 


ATOM 


735 


CA 


PHE 


113 


16.008 


6.664 


105, 


.448 


1 


.00 


11.19 


A 


ATOM 


736 


CB 


PHE 


113 


14.806 


5.727 


105, 


.361 


1 


.00 


10.34 


A 


ATOM 


737 


CG 


PHE 


113 


14.208 


5.385 


106 


.699 


1 


.00 


10.76 


A 


ATOM 


738 


CD1 


PHE 


113 


13.247 


6.214 


107 


.276 


1.00 


9.64 


A 


ATOM 


739 


CD2 


PHE 


113 


14.623 


4.249 


107 


.393 


1 


.00 


9.33 


A 


ATOM 


740 


CE1 


PHE 


113 


12.703 


5.917 


108 


.523 


1 


.00 


10.99 


A 


ATOM 


741 


CE2 


PHE 


113 


14.084 


3.942 


108 


.646 


1 


.00 


11.97 


A 


ATOM 


742 


cz 


PHE 


113 


13.120 


4.781 


109 


.212 


1 


.00 


9.40 


A 


ATOM 


743 


c 


PHE 


113 


17.120 


5.943 


106 


.205 


1 


.00 


11.21 


A 


ATOM 


744 


O 


PHE 


113 


17.254 


6.081 


107 


.418 


1 


.00 


11.83 


A 


ATOM 


745 


N 


THR 


114 


17.908 


5.159 


105. 


.483 


1 


.00 


10.89 


A 


ATOM 


746 


CA 


THR 


114 


18.992 


4.422 


106. 


.101 


1 


.00 


9.91 


A 


ATOM 


747 


CB 


THR 


114 


19.458 


3.267 


105 


.173 


1 


.00 


12.09 


A 


ATOM 


748 


OG1 


THR 


114 


18.375 


2.336 


105 


.001 


1 


.00 


10.83 


A 


ATOM 


749 


CG2 


THR 


114 


20.677 


2.537 


105.763 


1 


.00 


9.73 


A 


ATOM 


750 


C 


THR 


114 


20.167 


5.329 


106. 


.438 


1 


.00 


10.11 


A 


ATOM 


751 


O 


THR 


114 


20.650 


5.328 


107. 


.569 


1.00 


10.60 


A 


ATOM 


752 


N 


MET 


115 


20.606 


6.125 


105. 


.466 


1 


.00 


11.39 


A 


ATOM 


753 


CA 


MET 


115 


21.745 


7.021 


105. 


.666 


1 


.00 


11.76 


A 


ATOM 


754 


CB 


MET 


115 


22.286 


7.503 


104. 


.323 


1 


.00 


14.08 


A 


ATOM 


755 


CG 


MET 


115 


22.774 


6.402 


103. 


.406 


1 


.00 


21.28 


A 


ATOM 


756 


SD 


MET 


115 


24.093 


5.411 


104. 


.142 


1 


.00 


28.02 


A 


ATOM 


757 


CE 


MET 


115 


25.184 


6.682 


104. 


.670 


1 


.00 


16.59 


A 


ATOM 


758 


C 


MET 


115 


21.489 


8.240 


106. 


.547 


1 


.00 


11.39 


A 


ATOM 


759 


O 


MET 


115 


22.347 


8.607 


107, 


.349 


1 


.00 


11.70 


A 


ATOM 


760 


N 


GLU 


116 


20.322 


8.868 


106. 


.410 


1 


.00 


10.32 


A 


ATOM 


761 


CA 


GLU 


116 


20.023 


10.064 


107. 


.197 


1 


.00 


9.04 


A 


ATOM 


762 


CB 


GLU 


116 


19.498 


11.185 


106. 


299 


1 


.00 


11.83 


A 


ATOM 


763 


CG 


GLU 


116 


20.215 


11.349 


104.970 


1 


.00 


15.21 


A 


ATOM 


764 


CD 


GLU 


116 


19.911 


12.682 


104. 


.319 


1 


.00 


17.70 


A 


ATOM 


765 


OE1 


GLU 


116 


18.751 


13.137 


104. 


.405 


1 


.00 


20.63 


A 


ATOM 


766 


OE2 


GLU 


116 


20.830 


13.272 


103. 


.715 


1 


.00 


19.36 


A 


ATOM 


767 


C 


GLU 


116 


19.021 


9.867 


108. 


319 


1 


.00 


8.57 


A 


ATOM 


768 


O 


GLU 


116 


19.225 


10.344 


109. 


430 


1 


.00 


6.66 


A 


ATOM 


769 


N 


GLY 


117 


17.937 


9.162 


108. 


024 


1 


.00 


10.69 


A 


ATOM 


770 


CA 


GLY 


117 


16.894 


8.961 


109.011 


1 


.00 


12.05 


A 


ATOM 


771 


C 


GLY 


117 


15.906 


10.119 


108. 


921 


1 


.00 


14.49 


A 


ATOM 


772 


O 


GLY 


117 


16.009 


10.967 


108. 


030 


1. 


.00 


15 .09 


A 


ATOM 


773 


N 


GLU 


118 


14.954 


10.176 


109. 


844 


1 


.00 


15.27 


A 


ATOM 


774 


CA 


GLU 


118 


13.955 


11.240 


109. 


827 


1 


.00 


17.05 


A 


ATOM 


775 


CB 


GLU 


118 


12.680 


10.764 


109. 


132 


1 


.00 


18.95 


A 


ATOM 


776 


CG 


GLU 


118 


12.881 


10.219 


107. 


732 


1. 


.00 


24.85 


A 


ATOM 


777 


CD 


GLU 


118 


11.659 


9.462 


107. 


228 


1 


.00 


28.50 


A 


ATOM 


778 


OE1 


GLU 


118 


11.639 


9.064 


106. 


047 


1 


.00 


29.02 


A 


ATOM 


779 


OE2 


GLU 


118 


10.715 


9.260 


108. 


025 


1. 


.00 


31.54 


A 


ATOM 


780 


C 


GLU 


118 


13.601 


11.631 


111. 


246 


1. 


.00 


15.85 


A 


ATOM 


781 


O 


GLU 


118 


14.159 


11.111 


112. 


206 


1. 


.00 


17.29 


A 


ATOM 


782 


N 


ARG 


119 


12.660 


12.549 


111. 


381 


1 


.00 


14.03 


A 


ATOM 


783 


CA 


ARG 


119 


12.238 


12.955 


112. 


701 


1 


.00 


12.36 


A 


ATOM 


784 


CB 


ARG 


119 


12.058 


14.469 


112. 


765 


1. 


.00 


9.51 


A 


ATOM 


785 


CG 


ARG 


119 


13.311 


15.275 


112. 


459 


1. 


.00 


9.85 


A 


ATOM 


786 


CD 


ARG 


119 


14.517 


14.768 


113. 


223 


1. 


.00 


9.11 


A 


ATOM 


787 


NE 


ARG 


119 


14.226 


14.503 


114. 


632 


1. 


.00 


11.37 


A 


ATOM 


788 


CZ 


ARG 


119 


14.274 


15.409 


115. 


601 


1. 


.00 


9.83 


A 
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# 

:5PV 



ATOM 


789 


NH1 


ARG 


119 


14-607 


16 


.663 


115.326 


1. 


.00 


8 


.80 


A 


ATOM 


790 


NH2 


ARG 


119 


14.003 


15, 


.052 


116.851 


1. 


.00 


8 


.38 


A 


ATOM 


791 


C 


ARG 


119 


10.909 


12 


.278 


113.012 


1. 


.00 


13.30 


A 


ATOM 


792 


O 


ARG 


119 


10-055 


12 


-134 


112.140 


1. 


.00 


12 


.33 


A 


ATOM 


793 


N 


SER 


120 


10.746 


11 


.819 


114.244 


1. 


.00 


14 


.08 


A 


ATOM 


794 


CA 


SER 


120 


9.478 


11 


.232 


114.630 


1, 


.00 


14 


.63 


A 


ATOM 


795 


CB 


SER 


120 


9.563 


10 


.651 


116.037 


1. 


.00 


13 


.18 


A 


ATOM 


796 


OG 


SER 


120 


10.380 


9 


.500 


116.043 


1. 


.00 


13 


.75 


A 


ATOM 


797 


C 


SER 


120 


8.542 


12 


.434 


114.610 


1 


.00 


14 


.70 


A 


ATOM 


798 


O 


SER 


120 


8.966 


13 


.556 


114 . 877 


1. 


.00 


14 


.22 


A 


ATOM 


799 


N 


PRO 


121 


7.263 


12 


.222 


114.295 


1 


.00 


15 


.80 


A 


ATOM 


800 


CD 


PRO 


121 


6.629 


10 


.969 


113.860 


1 


.00 


15 


.88 


A 


ATOM 


801 


CA 


PRO 


121 


6.312 


13 


.340 


114.253 


1, 


.00 


16 


.98 


A 


ATOM 


802 


CB 


PRO 


121 


5.037 


12 


.699 


113.703 


1. 


.00 


17 


.68 


A 


ATOM 


803 


CG 


PRO 


121 


5.528 


11 


.476 


112.967 


1 


.00 


18.94 


A 


ATOM 


804 


C 


PRO 


121 


6.036 


14 


.035 


115.589 


1 


.00 


17 


.31 


A 


ATOM 


805 


O 


PRO 


121 


6.316 


13 


.495 


116.662 


1 


.00 


17 


.01 


A 


ATOM 


806 


M 


ASN 


122 


5.493 


15 


.249 


115.498 


1 


.00 


18 


.27 


A 


ATOM 


807 


CA 


ASN 


122 


5.079 


16 


.029 


116.659 


1 


.00 


19 


.75 


A 


ATOM 


808 


CB 


ASN 


122 


3.899 


15 


.303 


117.323 


1 


.00 


22 


.14 


A 


ATOM 


809 


CG 


ASN 


122 


2.806 


16 


.243 


117.782 


1 


.00 


25 


.67 


A 


ATOM 


810 


OD1 


ASN 


122 


2.331 


17 


.090 


117.020 


1.00 


28 


.24 


A 


ATOM 


811 


ND2 


ASN 


122 


2.386 


16 


.089 


119-029 


1 


.00 


29 


.36 


A 


ATOM 


812 


C 


ASN 


122 


6.137 


16 


.341 


117.714 


1 


.00 


20 


.30 


A 


ATOM 


813 


O 


ASN 


122 


5.810 


16 


.490 


118.889 


1 


.00 


19 


.52 


A 


ATOM 


814 


N 


GLU 


123 


7.398 


16 


.443 


117.312 


1 


:00 


20 


.21 


A 


ATOM 


815 


CA 


GLU 


123 


8.460 


16 


.745 


118.267 


1 


.00 


21 


.19 


A 


ATOM 


816 


CB 


GLU 


123 


8.341 


18 


.185 


118.781 


1 


.00 


20 


.11 


A 


ATOM 


817 


CG 


GLU 


123 


8.519 


19 


.249 


117.731 


1 


.00 


20.41 


A 


ATOM 


818 


CD 


GLU 


123 


8.575 


20 


.654 


118.319 


1 


.00 


21 


.92 


A 


ATOM 


819 


OE1 


GLU 


123 


7.688 


21 


.013 


119.133 


1 


.00 


18 


.15 


A 


ATOM 


820 


OE2 


GLU 


123 


9.507 


21.404 


117.951 


1 


.00 


21 


.94 


A 


ATOM 


821 


C 


GLU 


123 


8.446 


15 


.806 


119.468 


1 


.00 


21 


.37 


A 


ATOM 


822 


O 


GLU 


123 


8.632 


16 


.247 


120.602 


1 


.00 


19 


.07 


A 


ATOM 


823 


N 


GLU 


124 


8.226 


14 


.518 


119.233 


1 


.00 


22 


.79 


A 


ATOM 


824 


CA 


GLU 


124 


8.210 


13 


.577 


120.339 


1 


.00 


22 


.88 


A 


ATOM 


825 


CB 


GLU 


124 


7.685 


12 


.215 


119.887 


1 


.00 


25 


.26 


A 


ATOM 


826 


CG 


GLU 


124 


7.600 


11 


.205 


121.033 


1 


.00 


30 


.44 


A 


ATOM 


827 


CD 


GLU 


124 


6.924 


9 


.899 


120.636 


1 


.00 


34 


.84 


A 


ATOM 


828 


OE1 


GLU 


124 


6.827 


9 


.003 


121.508 


1 


.00 


33 


.81 


A 


ATOM 


829 


OE2 


GLU 


124 


6.494 


9 


.772 


119.464 


1 


.00 


37 


.51 


A 


ATOM 


830 


C 


GLU 


124 


9.592 


13 


.404 


120.964 


1 


.00 


22 


.45 


A 


ATOM 


831 


O 


GLU 


124 


9.715 


13 


.235 


122.180 


1 


.00 


23 


.30 


A 


ATOM 


832 


N 


TYR 


125 


10.635 


13 


.452 


120.142 


1 


.00 


20 


.18 


A 


ATOM 


833 


CA 


TYR 


125 


11.988 


13 


.269 


120.657 


1 


.00 


19 


.15 


A 


ATOM 


834 


CB 


TYR 


125 


12.602 


11 


.953 


120.150 


1 


.00 


17 


.64 


A 


ATOM 


835 


CG 


TYR 


125 


11.805 


10 


.695 


120.391 


1 


.00 


17 


.89 


A 


ATOM 


836 


CD1 


TYR 


125 


10.791 


10 


.304 


119.513 


1 


.00 


18 


.5B 


A 


ATOM 


837 


CE1 


TYR 


125 


10.086 


9 


.120 


119.713 


1 


.00 


18 


.72 


A 


ATOM 


B38 


CD2 


TYR 


125 


12.090 


9 


-871 


121.477 


1 


.00 


17 


.89 


A 


ATOM 


839 


CE2 


TYR 


125 


11.395 


8 


-691 


121.686 


1 


.00 


17 


.82 


A 


ATOM 


840 


CZ 


TYR 


125 


10.398 


8 


.321 


120.804 


1 


.00 


19 


.43 


A 


ATOM 


841 


OH 


TYR 


125 


9.724 


7 


.142 


121.017 


1 


.00 


23 


.55 


A 


ATOM 


842 


C 


TYR 


125 


12.941 


14 


.377 


120.260 


1 


.00 


18 


.68 


A 


ATOM 


843 


O 


TYR 


125 


12.678 


15 


.144 


119.338 


1.00 


20 


.06 


A 


ATOM 


844 


N 


THR 


126 


14.061 


14 


.445 


120.971 


1 


.00 


18 


-30 


A 


ATOM 


845 


CA 


THR 


126 


15.106 


15 


.402 


120.651 


1 


.00 


18 


.04 


A 


ATOM 


846 


CB 


THR 


126 


16.063 


15 


.618 


121.839 


1 


.00 


18 


.63 


A 


ATOM 


847 


OG1 


THR 


126 


16.592 


14 


.356 


122.254 


1 


.00 


20 


.05 


A 


ATOM 


848 


CG2 


THR 


126 


15.339 


16 


.258 


123.014 


1 


.00 


18 


.83 


A 


ATOM 


849 


C 


THR 


126 


15.838 


14 


.653 


119.537 


1 


.00 


17 


.89 


A 


ATOM 


850 


O 


THR 


126 


15.606 


13 


.455 


119.355 


1 


.00 


16 


.79 


A 


ATOM 


851 


N 


TRP 


127 


16.70B 


15 


.322 


116.789 


1 


.00 


16 


.50 


A 


ATOM 


852 


CA 


TRP 


127 


17.401 


14 


.636 


117.711 


1 


.00 


16 


.42 


A 


ATOM 


853 


CB 


TRP 


127 


18.198 


15 


.642 


116.868 


1 


.00 


14 


.53 


A 


ATOM 


854 


CG 


TRP 


127 


19.443 


16 


.133 


117.506 


1 


.00 


12 


.21 


A 


ATOM 


855 


CD2 


TRP 


127 


20.746 


15 


.554 


117.381 


1 


.00 


12 


.40 


A 


ATOM 


856 


CE2 


TRP 


127 


21.634 


16 


.350 


118.138 


1 


.00 


12 


.89 


A 


ATOM 


857 


CE3 


TRP 


127 


21.250 


14 


.436 


116.703 


1 


.00 


10 


.82 


A 


ATOM 


858 


CD1 


TRP 


127 


19.580 


17 


.225 


118.314 


1 


.00 


12 


.48 


A 


ATOM 


859 


NE1 


TRP 


127 


20.899 


17.365 


118.698 


1 


.00 


14 


.38 


A 


ATOM 


860 


CZ2 


TRP 


127 


22.997 


16 


.063 


118.233 


1 


.00 


12 


.67 


A 


ATOM 


861 


CZ3 


TRP 


127 


22.607 


14 


.148 


116.800 


1 


.00 


8 


.68 


A 
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I25PV 



ATOM 


862 


CH2 


TRP 


127 


23.463 


14 


.959 


117.558 


1. 


00 


10.75 


A 


ATOM 


863 


C 


TRP 


127 


18.318 


13.500 


118.191 


1. 


00 


18.04 


A 


ATOM 


864 


O 


TRP 


127 


18.496 


12 


.507 


117.491 


1. 


00 


17.73 


A 


ATOM 


865 


N 


GLU 


128 


18.874 


13 


.639 


119.390 


1. 


00 


20.55 


A 


ATOM 


866 


CA 


GLU 


128 


19.773 


12 


.630 


119.954 


1. 


00 


22.98 


A 


ATOM 


867 


CB 


GLU 


128 


20.449 


13 


.167 


121.216 


1. 


00 


24.66 


A 


ATOM 


868 


CG 


GLU 


128 


21.328 


14 


.375 


121.028 


1. 


00 


30.86 


A 


ATOM 


669 


CD 


GLU 


128 


21.812 


14 


.929 


122.359 


1. 


00 


34.39 


A 


ATOM 


870 


OE1 


GLU 


128 


22.271 


14 


.126 


123.204 


1. 


00 


36.58 


A 


ATOM 


871 


OE2 


GLU 


128 


21.734 


16 


.160 


122.562 


1- 


00 


36.22 


A 


ATOM 


B72 


C 


GLU 


128 


19.092 


11 


.322 


120.336 


1.00 


21.59 


A 


ATOM 


873 


O 


GLU 


128 


19.744 


10 


.291 


120.456 


1. 


00 


20.67 


A 


ATOM 


874 


N 


GLU 


129 


17.784 


11 


.362 


120.539 


1.00 


22.17 


A 


ATOM 


875 


CA 


GLU 


129 


17.073 


10 


.167 


120.974 


1. 


00 


22.68 


A 


ATOM 


876 


CB 


GLU 


129 


16.487 


10 


.426 


122.364 


1. 


00 


23.27 


A 


ATOM 


877 


CG 


GLU 


129 


17.550 


10 


.770 


123.392 


1. 


00 


28.13 


A 


ATOM 


878 


CD 


GLU 


129 


16.965 


11 


.157 


124.737 


1. 


00 


32.95 


A 


ATOM 


879 


OE1 


GLU 


129 


17.752 


11 


.323 


125.702 


1. 


00 


33.26 


A 


ATOM 


880 


OE2 


GLU 


129 


15.724 


11 


.301 


124.827 


1. 


00 


31.63 


A 


ATOM 


881 


C 


GLU 


129 


15.983 


9 


.679 


120.035 


1. 


00 


20.72 


A 


ATOM 


882 


o 


GLU 


129 


15.273 


8 


.728 


120.343 


1. 


00 


23.09 


A 


ATOM 


883 


N 


ASP 


130 


15.862 


10 


.322 


118.885 


1. 


00 


18.40 


A 


ATOM 


884 


CA 


ASP 


130 


14.846 


9.945 


117.918 


1. 


00 


16.36 


A 


ATOM 


885 


CB 


ASP 


130 


14.770 


11 


.015 


116.828 


1. 


00 


15.71 


A 


ATOM 


886 


CG 


ASP 


130 


13.495 


10 


.947 


116.031 


1. 


00 


15.49 


A 


ATOM 


887 


ODl 


ASP 


130 


13.044 


12 


.002 


115.545 


1. 


00 


17.27 


A 


ATOM 


888 


0D2 


ASP 


130 


12.950 


9 


.839 


115.874 


1. 


00 


15.06 


A 


ATOM 


889 


C 


ASP 


130 


15.168 


8 


.573 


117.326 


1. 


00 


15.41 


A 


ATOM 


690 


0 


ASP 


130 


16.196 


8 


.377 


116.680 


1. 


00 


15.65 


A 


ATOM 


891 


N 


PRO 


131 


14.287 


7 


.597 


117.548 


1.00 


14.81 


A 


ATOM 


892 


CD 


PRO 


131 


12.980 


7 


.675 


118.222 


1. 


00 


14.52 


A 


ATOM 


893 


CA 


PRO 


131 


14.523 


6 


.255 


117.018 


1. 


00 


15.02 


A 


ATOM 


894 


CB 


PRO 


131 


13.348 


5 


.457 


117.579 


1. 


00 


15.21 


A 


ATOM 


895 


CG 


PRO 


131 


12.267 


6 


.478 


117.656 


1. 


00 


16.02 


A 


ATOM 


896 


C 


PRO 


131 . 


14.607 


6 


.183 


115.492 


1. 


00 


15.04 


A 


ATOM 


897 


0 


PRO 


131 


15.103 


5 


.196 


114.943 


1. 


00 


12.71 


A 


ATOM 


898 


N 


LEU 


132 


14.125 


7.224 


114.814 


1. 


00 


14.88 


A 


ATOM 


899 


CA 


LEU 


132 


14.161 


7 


.254 


113.354 


1. 


00 


14.03 


A 


ATOM 


900 


CB 


LEU 


132 


12.947 


8 


.007 


112.796 


1. 


00 


12.82 


A 


ATOM 


901 


CG 


LEU 


132 


11.562 


7 


.434 


113.129 


1. 


00 


14.44 


A 


ATOM 


902 


CD1 


LEU 


132 


10.506 


8 


.271 


112.397 


1. 


00 


8.97 


A 


ATOM 


903 


CD2 


LEU 


132 


11.470 


5 


.950 


112.724 


1. 


00 


8.90 


A 


ATOM 


904 


C 


LEU 


132 


15.446 


7 


.861 


112.786 


1. 


00 


12.21 


A 


ATOM 


905 


0 


LEU 


132 


15.626 


7.916 


111.573 


1. 


00 


11.16 


A 


ATOM 


906 


N 


ALA 


133 


16.337 


8 


.321 


113.655 


1. 


00 


11.83 


A 


ATOM 


907 


CA 


ALA 


133 


17.604 


8 


.891 


113.186 


1. 


00 


11.94 


A 


ATOM 


908 


CB 


ALA 


133 


18.447 


9 


.345 


114.377 


1. 


00 


7.70 


A 


ATOM 


909 


C 


ALA 


133 


18.367 


7 


.825 


112.373 


1. 


00 


12.53 


A 


ATOM 


910 


0 


ALA 


133 


18.308 


6 


.637 


112.693 


1. 


00 


12.95 


A 


ATOM 


911 


N 


GLY 


134 


19.074 


8 


.256 


111.330 


1. 


00 


13.23 


A 


ATOM 


912 


CA 


GLY 


134 


19.832 


7 


.328 


110.506 


1. 


00 


13.31 


A 


ATOM 


913 


C 


GLY 


134 


21.314 


7 


.273 


110.858 


1. 


00 


14.51 


A 


ATOM 


914 


0 


GLY 


134 


21.727 


7 


.771 


111.910 


1. 


00 


12.96 


A 


ATOM 


915 


N 


ILE 


135 


22.111 


6 


.685 


109.962 


1. 


00 


13.27 


A 


ATOM 


916 


CA 


ILE 


135 


23.547 


6 


.529 


110.158 


1. 


00 


10.64 


A 


ATOM 


917 


CB 


ILE 


135 


24.211 


5 


.825 


108.945 


1. 


00 


12.21 


A 


ATOM 


918 


CG2 


ILE 


135 


25.728 


5 


.725 


109.166 


1. 


00 


9.26 


A 


ATOM 


919 


CGI 


ILE 


135 


23.606 


4 


.433 


108.749 


1. 


00 


9.44 


A 


ATOM 


920 


CD1 


ILE 


135 


24.194 


3 


.659 


107.563 


1. 


00 


7.34 


A 


ATOM 


921 


C 


ILE 


135 


24.319 


7 


.817 


110.429 


1. 


00 


11.04 


A 


ATOM 


922 


0 


ILE 


135 


25.101 


7 


.868 


111.370 


1. 


00 


12.98 


A 


ATOM 


923 


N 


ILE 


136 


24.117 


8 


.843 


109.606 


1. 


00 


10.10 


A 


ATOM 


924 


CA 


ILE 


136 


24.822 


10 


.109 


109.783 


1. 


00 


10.16 


A 


ATOM 


925 


CB 


ILE 


136 


24.393 


11 


.137 


108.709 


1. 


00 


9.76 


A 


ATOM 


926 


CG2 


ILE 


136 


25.052 


12 


.489 


108.966 


1. 


00 


7.05 


A 


ATOM 


927 


CGI 


ILE 


136 


24.783 


10 


.611 


107.327 


1. 


00 


8.04 


A 


ATOM 


928 


CD1 


ILE 


136 


24.420 


11 


.555 


106.177 


1. 


00 


8.70 


A 


ATOM 


929 


C 


ILE 


136 


24.680 


10 


.734 


111.180 


1. 


00 


10.98 


A 


ATOM 


930 


0 


ILE 


136 


25.673 


10 


.974 


111.648 


1. 


00 


11.07 


A 


ATOM 


931 


N 


PRO 


137 


23.449 


11 


.015 


111.637 


1. 


00 


12.76 


A 


ATOM 


932 


CD 


PRO 


137 


22.118 


10 


.891 


111.018 


1. 


00 


12.91 


A 


ATOM 


933 


CA 


PRO 


137 


23.344 


11 


.609 


112.974 


1. 


00 


13.27 


A 


ATOM 


934 


CB 


PRO 


137 


21.863 


11.966 


113.079 


1. 


00 


12.28 


A 
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5PV 



J. 3 .a70S0fi 



ATOM 


935 


CG 


PRO 


137 


21 .210 


10 . 920 


112 . 226 


1 . 00 


12 .44 


A 


ATOM 


936 


C 


PRO 


137 


23 .814 


10 . 707 


114 .117 


1 . 00 


13 .75 


A 


ATOM 


937 


O 


PRO 


137 


24.349 


11 .191 


115 .118 


1 . 00 


13 . 93 


A 


ATOM 


938 


N 


ARG 


138 


23.616 


9 .401 


113 .982 


1 .00 


13 .99 


A 


ATOM 


939 


CA 


ARG 


138 


24.061 


8.490 


115. 034 


1 .00 


14 .63 


A 


ATOM 


940 


CB 


ARG 


138 


23 .520 


7-083 


114 .788 


1.00 


11 .07 


A 


ATOM 


941 


CG 


ARG 


138 


22.026 


6 .971 


115.030 


1 .00 


10 .07 


A 


ATOM 


942 


CD 


ARG 


138 


21.514 


5.574 


114 .706 


1.00 


12 .89 


A 


ATOM 


943 


NE 


ARG 


138 


20.063 


5 .502 


114 .816 


1.00 


14 .12 


A 


ATOM 


944 


CZ 


ARG 


138 


19.395 


5 .417 


115.961 


1 .00 


16.84 


A 


ATOM 


945 


NH1 


ARG 


138 


20.043 


5.380 


117 .123 


1.00 


17.01 


A 


ATOM 


946 


NH2 


ARG 


138 


18.070 


5.405 


115.943 


1.00 


16.58 


A 


ATOM 


947 


C 


ARG 


138 


25.590 


B.479 


115 .105 


1.00 


14 .82 


A 


ATOM 


948 


O 


ARG 


138 


26.175 


8.491 


116 -189 


1.00 


17.18 


A 


ATOM 


949 


N 


THR 


139 


26.227 


8.490 


113 .943 


1.00 


13 .19 


A 


ATOM 


950 


CA 


THR 


139 


27.676 


8.487 


113 .864 


1.00 


14 .27 


A 


ATOM 


951 


CB 


THR 


139 


28.134 


8 .347 


112 .394 


1. 00 


15.10 


A 


ATOM 


952 


OG1 


THR 


139 


27.671 


7 .092 


111 .877 


1 .00 


16.74 


A 


ATOM 


953 


CG2 


THR 


139 


29.663 


8.403 


112 .290 


1.00 


15 . 25 


A 


ATOM 


954 


C 


THR 


139 


28.315 


9 .738 


114 .473 


1 . 00 


14 .96 


A 


ATOM 


955 


O 


THR 


139 


29.268 


9 . 642 


115 .247 


1 . 00 


16 . 32 


A 


ATOM 


956 


N 


LEU 


140 


27.802 


10.912 


114 .128 


1 . 00 


13 . 16 


A 


ATOM 


957 


CA 


LEU 


140 


28 .374 


12 .136 


114 .664 


1.00 


13 . 55 


A 


ATOM 


958 


CB 


LEU 


140 


27 .742 


13 .351 


113 .988 


1.00 


13 . 68 


A 


ATOM 


959 


CG 


LEU 


140 


28.065 


13 .435 


112 .489 


1 . 00 


15 .01 


A 


ATOM 


960 


CD1 


LEU 


140 


27.116 


14 .410 


111 .824 


1 . 00 


15. 28 


A 


ATOM 


961 


CD2 


LEU 


140 


29.535 


13 .845 


112 .286 


1.00 


12 .18 


A 


ATOM 


962 


C 


LEU 


140 


28.168 


12 .200 


116 .165 


1. 00 


14 .55 


A 


ATOM 


963 


O 


LEU 


140 


29.031 


12 .674 


116 .900 


1.00 


14 . 87 


A 


ATOM 


964 


N 


HIS 


141 


27.021 


11 .712 


116 . 621 


1.00 


15 . 53 


A 


ATOM 


965 


CA 


HIS 


141 


26.715 


11 .731 


118 . 041 


1 . 00 


15 . 51 


A 


ATOM 


966 


CB 


HIS 


141 


25.241 


11 .359 


118.265 


1 . 00 


17 . 50 


A 


ATOM 


967 


CG 


HIS 


141 


24.809 


11.401 


119.698 


1.00 


19 .49 


A 


ATOM 


968 


CD2 


HIS 


141 


24.144 


12.349 


120 .400 


1.00 


20.09 


A 


ATOM 


969 


ND1 


HIS 


141 


25.057 


10.373 


120 .584 


1.00 


22.94 


A 


ATOM 


970 


CE1 


HIS 


141 


24 .561 


10 .686 


121.769 


1 . 00 


21 .94 


A 


ATOM 


971 


NE2 


HIS 


141 


24.002 


11 . 880 


121 .683 


1. 00 


21 .59 


A 


ATOM 


972 


C 


HIS 


141 


27 .638 


10 .772 


118.787 


1. 00 


14.45 


A 


ATOM 


973 


O 


HIS 


141 


28.133 


11.094 


119.864 


1.00 


12 . 82 


A 


ATOM 


974 


N 


GLN 


142 


27.893 


9 .606 


118.202 


1.00 


12 . 87 


A 


ATOM 


975 


CA 


GLN 


142 


28.753 


8.627 


118.852 


1.00 


14.02 


A 


ATOM 


976 


CB 


GLN 


142 


28.542 


7.248 


118.239 


1.00 


13 .39 


A 


ATOM 


977 


CG 


GLN 


142 


27.299 


6.545 


118.741 


1.00 


20 .05 


A 


ATOM 


978 


CD 


GLN 


142 


27.237 


6.484 


120 .262 


1. 00 


21.32 


A 


ATOM 


979 


OE1 


GLN 


142 


26.660 


7.361 


120 .910 


1.00 


21.37 


A 


ATOM 


980 


NE2 


GLN 


142 


27.850 


5.454 


120.837 


1. 00 


19.74 


A 


ATOM 


981 


C 


GLN 


142 


30.243 


8.963 


118.862 


1.00 


13 .74 


A 


ATOM 


982 


O 


GLN 


142 


30.961 


8.535 


119 .759 


1.00 


14 . 17 


A 


ATOM 


983 


N 


ILE 


143 


30.713 


9.709 


117 .870 


1 .00 


13 .21 


A 


ATOM 


984 


CA 


ILE 


143 


32.119 


10.087 


117.826 


1 . 00 


13 .39 


A 


ATOM 


985 


CB 


ILE 


143 


32.435 


10.932 


116.576 


1.00 


11 .43 


A 


ATOM 


986 


CG2 


ILE 


143 


33.847 


11.507 


116 . 678 


1 . 00 


13.15 


A 


ATOM 


987 


CGI 


ILE 


143 


32.282 


10.068 


115.324 


1 . 00 


9 . 90 


A 


ATOM 


988 


CDl 


ILE 


143 


32.437 


10.844 


114.012 


1. 00 


8.46 


A 


ATOM 


989 


C 


ILE 


143 


32.454 


10.897 


119.082 


1 . 00 


14 .99 


A 


ATOM 


990 


O 


ILE 


143 


33.473 


10.660 


119.724 


1 . 00 


13 . 04 


A 


ATOM 


991 


N 


PHE 


144 


31.581 


11 - 848 


1 1 Q X1Q 
113 . 413 


1 . uu 


1 / . DO 


A 


ATOM 


992 


CA 


PHE 


144 


31.741 


12.694 


120.599 


1.00 


20.78 


A 


ATOM 


993 


CB 


PHE 


144 


30.771 


13.882 


120.548 


1.00 


17.56 


A 


ATOM 


994 


CG 


PHE 


144 


31.153 


14.924 


119.549 


1.00 


18.09 


A 


ATOM 


995 


CDl 


PHE 


144 


32.205 


15.796 


119.809 


1.00 


18.10 


A 


ATOM 


996 


CD2 


PHE 


144 


30.492 


15.013 


118.327 


1.00 


17.52 


A 


ATOM 


997 


CE1 


PHE 


144 


32.596 


16.740 


118.864 


1.00 


19.03 


A 


ATOM 


998 


CE2 


PHE 


144 


30.873 


15.949 


117.371 


1.00 


16.50 


A 


ATOM 


999 


CZ 


PHE 


144 


31.926 


16.817 


117.639 


1.00 


18.32 


A 


ATOM 


1000 


C 


PHE 


144 


31.481 


11.908 


121.877 


1.00 


24.06 


A 


ATOM 


1001 


O 


PHE 


144 


32.059 


12.203 


122.917 


1.00 


25.61 


A 


ATOM 


1002 


N 


GLU 


145 


30.596 


10.924 


121.801 


1.00 


28.05 


A 


ATOM 


1003 


CA 


GLU 


145 


30.270 


10.113 


122.963 


1.00 


32.18 


A 


ATOM 


1004 


CB 


GLU 


145 


29.052 


9.233 


122.660 


1.00 


34.92 


A 


ATOM 


1005 


CG 


GLU 


145 


28.382 


8.616 


123.877 


1.00 


41.48 


A 


ATOM 


1006 


CD 


GLU 


145 


27.459 


9.586 


124.604 


1.00 


46.68 


A 


ATOM 


1007 


OE1 


GLU 


145 


26.808 


9.154 


125.583 


1.00 


48-85 


A 
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ATOM 


1008 


OE2 


GUT 


145 


27.379 


ATOM 


1009 


C 


GLU 


145 


31.472 


ATOM 


1010 


O 


GLU 


145 


31.796 


ATOM 


1011 


N 


LYS 


146 


32.139 


ATOM 


1012 


CA 


LYS 


146 


33.289 


ATOM 


1013 


CB 


LYS 


146 


33.493 


ATOM 


1014 


CG 


LYS 


146 


32.398 


ATOM 


1015 


CD 


LYS 


146 


32.750 


ATOM 


1016 


CB 


LYS 


146 


31.822 


ATOM 


1017 


NZ 


LYS 


146 


32.108 


ATOM 


1018 


C 


LYS 


146 


34.600 


ATOM 


1019 


o 


LYS 


146 


35.279 


ATOM 


1020 


N 


LEU 


147 


34.959 


ATOM 


1021 


CA 


LEU 


147 


36.212 


ATOM 


1022 


CB 


LEU 


147 


36.611 


ATOM 


1023 


CG 


LEU 


147 


36.769 


ATOM 


1024 


CD1 


LEU 


147 


37.244 


ATOM 


1025 


CD2 


LEU 


147 


37.754 


ATOM 


1026 


C 


LEU 


147 


36.250 


ATOM 


1027 


O 


LEU 


147 


37.329 


ATOM 


1028 


N 


THR 


148 


35.091 


ATOM 


1029 


CA 


THR 


148 


35.078 


ATOM 


1030 


CB 


THR 


148 


33.735 


ATOM 


1031 


OG1 


THR 


148 


33.559 


ATOM 


1032 


CG2 


THR 


148 


33.717 


ATOM 


1033 


C 


THR 


148 


35.327 


ATOM 


1034 


O 


THR 


148 


36.050 


ATOM 


1035 


N 


ASP 


149 


34.734 


ATOM 


1036 


CA 


ASP 


149 


34.899 


ATOM 


1037 


CB 


ASP 


149 


34.094 


ATOM 


1038 


CG 


ASP 


149 


32.677 


ATOM 


1039 


ODl 


ASP 


149 


32.519 


ATOM 


1040 


OD2 


ASP 


149 


31.723 


ATOM 


1041 


C 


ASP 


149 


36.365 


ATOM 


1042 


O 


ASP 


149 


36.948 


ATOM 


1043 


N 


ASN 


150 


36.955 


ATOM 


1044 


CA 


ASN 


150 


38.354 


ATOM 


1045 


CB 


ASN 


150 


38.699 


ATOM 


1046 


CG 


ASN 


150 


37.845 


ATOM 


1047 


ODl 


ASN 


150 


37.880 


ATOM 


1048 


ND2 


ASN 


150 


37.070 


ATOM 


1049 


C 


ASN 


150 


39.248 


ATOM 


1050 


o 


ASN 


150 


38.814 


ATOM 


1051 


N 


GLY 


151 


40.492 


ATOM 


1052 


CA 


GLY 


151 


41.416 


ATOM 


1053 


C 


GLY 


151 


41.915 


ATOM 


1054 


o 


GLY 


151 


42.983 


ATOM 


1055 


N 


THR 


152 


41.149 


ATOM 


1056 


CA 


THR 


152 


41.519 


ATOM 


1057 


CB 


THR 


152 


40.763 


ATOM 


1058 


OG1 


THR 


152 


40.890 


ATOM 


1059 


CG2 


THR 


152 


41.326 


ATOM 


1060 


C 


THR 


152 


41.237 


ATOM 


1061 


O 


THR 


152 


40.163 


ATOM 


1062 


N 


GLU 


153 


42.217 


ATOM 


1063 


CA 


GLU 


153 


42.066 


ATOM 


1064 


CB 


GLU 


153 


43.386 


ATOM 


1065 


CG 


GLU 


153 


43.815 


ATOM 


1066 


CD 


GLU 


153 


45.193 


ATOM 


1067 


OE1 


GLU 


153 


46.181 


ATOM 


1068 


OE2 


GLU 


153 


45.288 


ATOM 


1069 


C 


GLU 


153 


41.677 


ATOM 


1070 


O 


GLU 


153 


42.232 


ATOM 


1071 


N 


PHE 


154 


40.730 


ATOM 


1072 


CA 


PHE 


154 


40.289 


ATOM 


1073 


CB 


PHE 


154 


39.416 


ATOM 


1074 


CG 


PHE 


154 


38.102 


ATOM 


1075 


CD1 


PHE 


154 


36.965 


ATOM 


1076 


CD2 


PHE 


154 


38.009 


ATOM 


1077 


CE1 


PHE 


154 


35.751 


ATOM 


1078 


CE2 


PHE 


154 


36.797 


ATOM 


1079 


cz 


PHE 


154 


35.664 


ATOM 


1080 


c 


PHE 


154 


39.498 



10.772 
9.234 
9.031 
8.727 
7.857 
6.982 
5.949 
5.000 
3.804 
2.871 
8.572 
8.224 
9.567 
10.286 
11.013 
10.134 
10.979 
9.012 
11.268 
11.653 
11.681 
12.613 
13.379 
14.194 
14.274 
11.848 
12.321 
10.660 
9.812 
8.515 
8.641 
9.073 
8.302 
9.468 
9.837 
8.756 
6.366 
7.388 
6.129 
5.366 
5.908 
9.598 
10.657 
9.459 
10.579 
10.801 
10.307 
11.551 
11.806 
10.858 
9.502 
10.975 
13.230 
13.775 
13.828 
15.165 
15.926 
16.330 
16.952 
16.219 
18.177 
14.898 
13.998 
15.665 
15.434 
14.177 
14.340 
14.742 
14.130 
14.929 
14.316 
14.718 
16.590 



124.205 

123.300 

124.465 

122.272 

122.460 

121.218 

120.990 

119.853 

119.842 

118.719 

122.781 

123.746 

121.978 

122.182 

120.894 

119.652 

118.483 

119.940 

123.355 

123.803 

123.855 

124.972 

125.068 

123.901 

126.299 

126.266 

127.149 

126.367 

127.545 

127.395 

127.926 

129.090 

127.191 

127.778 

128.800 

126.824 

126.919 

125.793 

125.832 

126.803 

124.774 

126.833 

126.382 

127.279 

127.233 

125.820 

125.449 

125.029 

123.643 

122.680 

123.127 

121.271 

123.180 

123.425 

122.510 

121.957 

122.014 

123.407 

123.421 

123.196 

123.649 

120.508 

119.874 

119.980 

118.611 

118.574 

119.282 

118.585 

120.652 

119.246 

121.327 

120.618 

118.024 



1.00 48.27 
1.00 33.53 
1.00 35.14 
1.00 33.94 
1.00 35.62 
1.00 35.76 
1.00 38.40 
1.00 39.00 
1.00 40.55 
1.00 42.99 
1.00 37.30 
1.00 38.30 
1.00 37.75 
1.00 39.45 
1.00 36.70 
1.00 34.99 
1.00 32.76 
1.00 33.24 
1.00 41.40 
1.00 41.57 
1.00 43.50 
1.00 46.76 
1.00 46.73 
1.00 45.09 
1.00 45.59 
1.00 50.09 
1.00 50.49 
1.00 53.41 
1.00 56.45 
1.00 57.31 
1.00 59-22 
1.00 59.37 
1.00 59.44 
1.00 57.60 
1.00 57.84 
1.00 58.66 
1.00 59.63 
1.00 62.63 
1.00 65.36 
1.00 66.45 
1.00 66.13 



00 58.25 
00 58.50 
00 56.63 
00 55.03 
00 53.26 
00 52.83 
00 50.83 
00 47.73 
00 47.39 
00 48.20 



1.00 45.61 



00 
00 



46.24 
46.24 
00 43.69 
00 41.25 
00 42.93 



1.00 46.50 
1.00 48.91 
1.00 49.46 
1.00 52.22 
1.00 38.96 
1.00 38.36 
1.00 35.01 
1.00 30.73 
1.00 27.60 
1.00 24.32 
1.00 22.22 
1.00 24.15 



1 

1.00 
1.00 



00 22.43 
24.33 
23.63 



1.00 28.48 



A 
A 
A 
A 
A 
1 A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 
A 

A 
A 
A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 

A 
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1100 
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1101 
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1111 
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ATOM 
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LEU 


160 


ATOM 
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LEU 


160 


ATOM 


1120 


CG 


LEU 


160 


ATOM 


1121 


GDI 


LEU 


160 


ATOM 


1122 


CD2 


LEU 


160 


ATOM 


1123 


C 


LEU 


160 


ATOM 


1124 


O 


LEU 


160 


ATOM 


1125 


NT 


LEU 


161 


ATOM 
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CA 


LEU 


161 


ATOM 


1127 


CB 


LEU 


161 


ATOM 


1128 


CG 


LEU 


161 


ATOM 


1129 
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LEU 


161 


ATOM 


1130 


CD2 


LEU 


161 


ATOM 


1131 


C 


LEU 


161 


ATOM 


1132 
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LEU 


161 


ATOM 


1133 


N 


GLU 


162 


ATOM 


1134 


CA 


GLU 


162 


ATOM 


1135 


CB 


GLU 


162 


ATOM 


1136 


CG 


GLU 


162 


ATOM 


1137 


CD 


GLU 


162 


ATOM 


1138 


OE1 


GLU 


162 


ATOM 


1139 


OE2 


GLU 


162 


ATOM 


1140 


C 


GLU 


162 


ATOM 


1141 


O 


GLU 


162 


ATOM 


1142 


N 
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ATOM 


1143 


CA 


ILE 


163 


ATOM 


1144 


CB 
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163 


ATOM 


1145 


CG2 
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163 


ATOM 


1146 


CGI 
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ATOM 


1147 


CD1 
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ATOM 


1148 
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ILE 
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ATOM 


1149 
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ATOM 


1150 


N 
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ATOM 


1151 


CA 


TYR 


164 


ATOM 


1152 


CB 


TYR 


164 
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1153 


CG 
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164 



38.921 
39.474 
38.713 
39.635 
40.401 
37.920 
38.402 
36.697 
35.836 
34.549 
33.671 
34.910 
35.447 
34.960 
35.679 
35.332 
36.559 
37.755 
37.474 
38.755 
39.737 
34.333 
34.475 
33.315 
32.340 
30.941 
31.014 
30.419 
32.221 
32.469 
31.845 
31.702 
33.034 
32.904 
30.609 
30.477 
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5.830 92.747 1.00 67.02 A 
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3.375 92.919 1.00 69.29 A 

9.039 93.358 1.00 62.26 A 

8.963 94.513 1.00 63.17 A 

B.756 92.282 1.00 58.36 A 
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27.728 92.088 1.00 33.50 A 
28.259 92.341 1.00 36.03 A 
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24.763 96.543 1.00 24.46 A 
25.478 97.227 1.00 25.68 A 
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25.256 98.652 1.00 27.32 A 
23.373 98.202 1.00 27.36 A 
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20.008 99.023 1.00 27.04 A 
18.778 99.630 1.00 25.53 A 
20.497 99.924 1.00 24.18 A 
22.925 100.484 1.00 27.51 A 
22.822 101.005 1.00 28.57 A 
23.346 101.150 1.00 28.60 A 
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14.32 


A 


ATOM 


1917 


CE 


LYS 


260 


37.256 


12 .328 


103 .410 


1-00 


16.28 


A 


ATOM 


1918 


NZ 


LYS 


260 


37 . 881 


13 .104 


102 .307 


1 .00 


14 .26 


A 


ATOM 


1919 


C 


LYS 


260 


36. 687 


8.427 


107.080 


1-00 


13 .76 


A 


ATOM 


1920 


0 


LYS 


260 


36 . 939 


7.312 


106 . 612 


1.00 


14.46 


A 


ATOM 


1921 


N 


LEU 


261 


35.449 


8.868 


107.277 


1.00 


11.00 


A 


ATOM 


1922 


CA 


LEU 


261 


34.281 


8.067 


106.954 


1.00 


9.03 


A 


ATOM 


1923 


CB 


LEU 


261 


33 .461 


7.830 


108.217 


1.00 


6. 67 


A 


ATOM 


1924 


CG 


LEU 


261 


32 .123 


7.109 


108.093 


1.00 


3.68 


A 


ATOM 


1925 


CD1 


LEU 


261 


32.319 


5.722 


107.514 


1.00 


2.23 


A 


ATOM 


1926 


CD2 


LEU 


261 


31 .499 


7.027 


109.470 


1.00 


3.51 


A 


ATOM 


1927 


C 


LEU 


261 


33.416 


8.768 


105.905 


1.00 


10.81 


A 


ATOM 


1928 


0 


LEU 


261 


32 .978 


9.914 


106.113 


1.00 


9.03 


A 


ATOM 


1929 


N 


ASN 


262 


33 .180 


8.079 


104.786 


1.00 


8.62 


A 


ATOM 


1930 


CA 


ASN 


262 


32.360 


8.608 


103.702 


1.00 


9.89 


A 


ATOM 


1931 


CB 


ASN 


262 


33.042 


8.371 


102.348 


1. 00 


10.45 


A 


ATOM 


1932 


CG 


ASN 


262 


34.436 


8 .948 


102.294 


1. 00 


14.30 


A 


ATOM 


1933 


0D1 


ASN 


262 


35 .420 


8.220 


102.136 


1.00 


16.96 


A 


ATOM 


1934 


ND2 


ASN 


262 


34 .535 


10.263 


102.432 


1.00 


9.79 


A 


ATOM 


1935 


C 


ASN 


262 


31 .003 


7.905 


103 .721 


1.00 


9.32 


A 


ATOM 


1936 


O 


ASN 


262 


30.940 


6.687 


103 .638 


1.00 


10.83 


A 


ATOM 


1937 


N 


LEU 


263 


29 .923 


8.673 


103.839 


1.00 


8.87 


A 


ATOM 


1938 


CA 


LEU 


263 


28 .572 


8.108 


103.874 


1.00 


8.66 


A 


ATOM 


1939 


CB 


LEU 


263 


27 . 832 


8.607 


105.108 


1.00 


6.12 


A 


ATOM 


±y<iu 




LEU 




AO . oZu 


8 .253 


106.375 


1 . 00 


8 . 11 


A 


ATOM 


1941 


CD1 


LEU 


263 


27.981 


8.906 


107.599 


1.00 


8.26 


A 


ATOM 


1942 


CD2 


LEU 


263 


28.679 


6.728 


106.520 


1.00 


5.47 


A 


ATOM 


1943 


C 


LEU 


263 


27.878 


8.545 


102.595 


1.00 


10.21 


A 


ATOM 


1944 


O 


LEU 


263 


27.488 


9.706 


102.441 


1.00 


12.04 


A 


ATOM 


1945 


N 


VAL 


264 


27.716 


7.597 


101.682 


1.00 


9.38 


A 


ATOM 


1946 


CA 


VAL 


264 


27.161 


7.891 


100.378 


1.00 


9.77 


A 


ATOM 


1947 


CB 


VAL 


264 


28.089 


7.329 


99.291 


1.00 


10.33 


A 


ATOM 


1948 


CGI 


VAL 


264 


27.734 


7.907 


97.928 


1.00 


8.01 


A 


ATOM 


1949 


CG2 


VAL 


264 


29.522 


7.637 


99.672 


1.00 


8.80 


A 


ATOM 


1950 


C 


VAL 


264 


25.765 


7.403 


100.104 


1.00 


10.32 


A 


ATOM 


1951 


O 


VAL 


264 


25.465 


6.212 


100.226 


1.00 


12.03 


A 


ATOM 


1952 


N 


ASP 


265 


24.925 


8.355 


99.714 


1.00 


9.00 


A 


ATOM 


1953 


CA 


ASP 


265 


23.534 


8.116 


99.368 


1.00 


6.24 


A 


ATOM 


1954 


CB 


ASP 


265 


22.650 


9.211 


99.985 


1.00 


5.48 


A 


ATOM 


1955 


CG 


ASP 


265 


21.171 


8.994 


99.713 


1.00 


7.76 


A 


ATOM 


1956 


OD1 


ASP 


265 


20.851 


8.232 


98.782 


1.00 


5.27 


A 
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5PV 



ATOM 


1 OCT 


OD2 


ASP 


265 


20 


. 328 


9 . 589 


1UU . 421 


1, 


.00 


9.82 


A 


ATOM 


1958 


C 


ASP 


265 


23 


. 497 


8 .203 


97 . 838 


1.00 


4 .32 


A 


ATOM 


1959 


O 


ASP 


265 


23 


.410 


9.289 


97 . 270 


1. 


.00 


4 .24 


A 


ATOM 


1960 


N 


LEU 


266 


23 


.575 


7 .060 


97 . 172 


1, 


.00 


4 .44 


A 


ATOM 


1961 


CA 


LEU 


* 266 


23 


.569 


7 .024 


95.710 


1. 


.00 


5 . 61 


A 


ATOM 


1962 


CB 


LEU 


266 


23 


.941 


5 . 616 


95. 222 


1. 


.00 


1 .02 


A 


ATOM 


1963 


CG 


LEU 


266 


25 


.345 


5.124 


95. 622 


1. 


.00 


5.57 


A 


ATOM 


1964 


CD1 


LEU 


266 


25 


.561 


3 .649 


95.242 


1. 


.00 


1.02 


A 


ATOM 


1965 


CD2 


LEU 


266 


26 


.379 


6.020 


94 . 942 


1. 


.00 


4.62 


A 


ATOM 


1966 


C 


LEU 


266 


22 


.252 


7.451 


95.065 


1. 


.00 


7.56 


A 


ATOM 


1967 


O 


LEU 


266 


21 


.190 


7.438 


95.694 


i. 


.00 


9.23 


A 


ATOM 


1968 


N 


ALA 


267 


22 


.336 


7.845 


93 .801 


i. 


.00 


7 .43 


A 


ATOM 


1969 


CA 


ALA 


267 


21 


.156 


8.220 


93 .047 


l. 


.00 


6.36 


A 


ATOM 


1970 


CB 


ALA 


267 


21 


.572 


8 .756 


91 . 687 


l. 


,00 


5 .05 


A 


ATOM 


1971 


C 


ALA 


267 


20 


.324 


6 .945 


92.877 


l. 


,00 


6 .99 


A 


ATOM 


1972 


O 


ALA 


267 


20 


. 844 


5 .840 


93 . 020 


l. 


.00 


5.27 


A 


ATOM 


1973 


N 


QLY 


268 


19 


.042 


7 .105 


92. 571 


l. 


.00 


9. 81 


A 


ATOM 


1974 


CA 


GLY 


268 


18 


.170 


5.961 


92.378 


l. 


.00 


12.51 


A 


ATOM 


1975 


C 


GLY 


268 


18 


.633 


5. 079 


91. 233 


l. 


.00 


15. 67 


A 


ATOM 


1976 


O 


GLY 


268 


18 


. 859 


5.555 


90. 113 


l. 


.00 


17.12 


A 


ATOM 


1977 


N 


SER 


269 


18 


. 755 


3 .786 


91. 516 


l. 


.00 


15.31 


A 


ATOM 


1978 


CA 


SER 


269 


19 


.220 


2 .802 


90.543 


1. 


.00 


18.23 


A 


ATOM 


1979 


CB 


SER 


269 


19 


. 677 


1 .554 


91.293 


i. 


.00 


17.50 


A 


ATOM 


1980 


OG 


SER 


269 


18 


.596 


1 .027 


92 . 043 


l. 


,00 


12 .64 


A 


ATOM 


1981 


C 


SER 


269 


18 


.195 


2 .383 


89 . 484 


l. 


,00 


20 .29 


A 


ATOM 


1982 


O 


SER 


269 


18 


. 497 


1 . 549 


88 . 627 


l. 


,00 


19 .97 


A 


ATOM 


1983 


N 


GLU 


270 


16 , 


.994 


2 . 950 


89 . 537 


l. 


00 


22 .91 


A 


ATOM 


1984 


CA 


GLU 


270 


15 


.949 


2 . 576 


88 . 587 


l. 


.00 


26 . 68 


A 


ATOM 


1985 


CB 


GLU 


270 


14 . 


. 563 


2 . 958 


89.136 


l. 


.00 


24 . 65 


A 


ATOM 


1986 


CG 


GLU 


270 


14 . 


. 251 


4 .460 


89 . 210 


l. 


00 


22 . 35 


A 


ATOM 


1987 


CD 


GLU 


270 


14 , 


. 960 


5 .185 


90 .349 


i. 


00 


21.47 


A 


ATOM 


1988 


OEl 


GLU 


270 


15 


.545 


4 .524 


91 .234 


1. 


,00 


18.55 


A 


ATOM 


1989 


OE2 


GLU 


270 


14 . 


. 922 


6.433 


90 .354 


l. 


00 


22 . 04 


A 


ATOM 


1990 


C 


GLU 


270 


16 , 


. 117 


3 .139 


87 .177 


1. 


00 


31 .14 


A 


ATOM 


1991 


o 


GLU 


270 


16 . 


. 608 


4 . 256 


86 .981 


l. 


00 


30 .32 


A 


ATOM 


1992 


N 


ASN 


271 


15. 


.717 


2.336 


86. 194 


l. 


00 


36 . 67 


A 


ATOM 


1993 


CA 


ASN 


271 


15 , 


.799 


2.730 


84.793 


l. 


00 


41 .70 


A 


ATOM 


1994 


CB 


ASN 


271 


16 . 


. 856 


1 .900 


84 .059 


i. 


00 


45.31 


A 


ATOM 


1995 


CG 


ASN 


271 


17. 


.121 


2 . 409 


82 .649 


l. 


00 


49.20 


A 


ATOM 


1996 


ODl 


ASN 


271 


17. 


. 661 


3 .504 


82 .460 


i. 


00 


50.16 


A 


ATOM 


1997 


ND2 


ASN 


271 


16 . 


.733 


1 .618 


81 . 650 


l. 


00 


50.41 


A 


ATOM 


1998 


C 


ASN 


271 


14 , 


.440 


2.537 


84 .120 


i. 


00 


42 .80 


A 


ATOM 


1999 


O 


ASN 


271 


13 . 


.799 


1 .494 


84.276 


l. 


00 


44 .21 


A 


ATOM 


2000 


N 


ASN 


287 


17 . 


.192 


11.408 


81.710 


l. 


00 


47 .26 


A 


ATOM 


2001 


CA 


ASN 


287 


18. 


.348 


11 .168 


80.854 


l. 


00 


46 .49 


A 


ATOM 


2002 


CB 


ASN 


287 


19. 


. 078 


12 .487 


80.582 


l. 


00 


48.42 


A 


ATOM 


2003 


CG 


ASN 


287 


18. 


.323 


13 .385 


79.614 


l. 


00 


51 .20 


A 


ATOM 


2004 


ODl 


ASN 


287 


18. 


. 724 


14.526 


79.368 


l. 


00 


51 .62 


A 


ATOM 


2005 


ND2 


ASN 


287 


17. 


.230 


12.870 


79.053 


i. 


00 


50. 69 


A 


ATOM 


2006 


C 


ASN 


287 


19. 


.324 


10.139 


81.437 


i. 


00 


45. 61 


A 


ATOM 


2007 


O 


ASN 


287 


18. 


.912 


9.131 


82.021 


l. 


00 


45. 57 


A 


ATOM 


2008 


N 


ILE 


288 


20 , 


. 619 


10.400 


81.285 


l. 


00 


42 .07 


A 


ATOM 


2009 


CA 


XLE 


288 


21 . 


634 


9.471 


81 .771 


l. 


00 


37.70 


A 


ATOM 


2010 


CB 


ILE 


288 


22 . 


, 657 


9 -156 


80.646 


l. 


00 


39.37 


A 


ATOM 


2011 


CG2 


ILE 


288 


21. 


964 


8.416 


79.511 


l . 


00 


38.36 


A 


ATOM 


2012 


CGI 


ILE 


288 


23. 


269 


10.450 


80.095 


l. 


00 


40.59 


A 


ATOM 




VJUJ. 




ZOO 


24. 


.498 




80 . 863 


l. 


00 


. 3D 


A 


ATOM 


2014 


C 


ILE 


288 


22. 


.385 


9.924 


83.019 


l. 


00 


33.61 


A 


ATOM 


2015 


O 


ILE 


288 


22. 


.668 


11.113 


83.194 


l. 


00 


34.30 


A 


ATOM 


2016 


N 


ASN 


289 


22. 


.662 


8.970 


83 . 897 


l. 


00 


26.00 


A 


ATOM 


2017 


CA 


ASN 


289 


23, 


,431 


9.267 


85.107 


i. 


00 


19.08 


A 


ATOM 


2018 


CB 


ASN 


289 


22. 


810 


8.599 


86.334 


l. 


00 


17.79 


A 


ATOM 


2019 


CG 


ASN 


289 


23. 


.253 


9.253 


87.645 


i. 


00 


18.18 


A 


ATOM 


2020 


ODl 


ASN 


289 


22. 


461 


9.928 


88.299 


l. 


00 


18.30 


A 


ATOM 


2021 


ND2 


ASN 


289 


24. 


.516 


9.065 


88.023 


i. 


00 


13.15 


A 


ATOM 


2022 


C 


ASN 


289 


24. 


808 


8.679 


84.861 


l. 


00 


15.55 


A 


ATOM 


2023 


O 


ASN 


289 


25. 


033 


7.493 


85.072 


l. 


00 


12.50 


A 


ATOM 


2024 


N 


GLN 


290 


25. 


727 


9.515 


84.398 


l. 


00 


13.86 


A 


ATOM 


2025 


CA 


GLN 


290 


27. 


079 


9.070 


84.088 


i. 


00 


12.24 


A 


ATOM 


2026 


CB 


GLN 


290 


27. 


896 


10.253 


83.560 


l. 


00 


11.18 


A 


ATOM 


2027 


CG 


GLN 


290 


29.284 


9.913 


83.068 


l. 


00 


10.23 


A 


ATOM 


2028 


CD 


GLN 


290 


29. 


297 


8.795 


82.036 


l. 


00 


11.80 


A 


ATOM 


2029 


OEl 


GLN 


290 


28. 


336 


8.609 


81.273 


l. 


00 


12.41 


A 
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# 

PV 



ATOM 


2030 


NE2 


GLN 


290 


30.399 


8.059 


81.990 


1 . 00 


10.69 


A 


ATOM 


2031 


C 


GLN 


290 


27.778 


8.414 


85.276 


1.00 


11.63 


A 


ATOM 


2032 


O 


GLN 


290 


28.394 


7.359 


85.130 


1.00 


12.20 


A 


ATOM 


2033 


M 


SER 


291 


27.662 


9.023 


86.452 


1.00 


10.76 


A 


ATOM 


2034 


CA 


SER 


291 


28.304 


8.485 


87.650 


1.00 


11.04 


A 


ATOM 


2035 


CB 


SER 


291 


28.163 


9.450 


88.830 


1 .00 


10. 12 


A 


ATOM 


2036 


OG 


SER 


291 


29.068 


10.536 


88.711 


1.00 


11.06 


A 


ATOM 


2037 


C 


SER 


291 


27.753 


7.131 


88.043 


1.00 


11.79 


A 


ATOM 


2038 


O 


SER 


291 


28.512 


6.241 


88.420 


1.00 


14.45 


A 


ATOM 


2039 


N 


LED 


292 


26.437 


6.971 


87.959 


1.00 


11.86 


A 


ATOM 


2040 


CA 


LEU 


292 


25.805 


5.709 


88.312 


1.00 


10.53 


A 


ATOM 


2041 


CB 


LEU 


292 


24.278 


5.875 


88.329 


1.00 


10.11 


A 


ATOM 


2042 


CG 


LEU 


292 


23.467 


4.734 


88.952 


1 . 00 


11.58 


A 


ATOM 


2043 


GDI 


LEU 


292 


23.811 


4.605 


90.427 


1.00 


9.76 


A 


ATOM 


2044 


CD2 


LEU 


292 


21.974 


5.007 


88.791 


1.00 


11.92 


A 


ATOM 


2045 


C 


LEU 


292 


26.216 


4.653 


87.289 


1.00 


10.87 


A 


ATOM 


2046 


O 


LEU 


292 


26.559 


3.525 


87.634 


1.00 


12.05 


A 


ATOM 


2047 


N 


LEU 


293 


26.196 


5.043 


86.022 


1 .00 


11.04 


A 


ATOM 


2048 


CA 


LEU 


293 


26.566 


4.165 


84.929 


1.00 


11.19 


A 


ATOM 


2049 


CB 


LEU 


293 


26-382 


4.922 


83-608 


1.00 


11. 77 


A 


ATOM 


2050 


CG 


LEU 


293 


25.394 


4.442 


82.532 


1.00 


15.36 


A 


ATOM 


2051 


CD1 


LEU 


293 


24-197 


3.755 


83.162 


1.00 


13.37 


A 


ATOM 


2052 


CD2 


LEU 


293 


24.948 


5.638 


81.690 


1.00 


11 .70 


A 


ATOM 


2053 


C 


LEU 


293 


28.026 


3 .714 


85.094 


1.00 


13 .10 


A 


ATOM 


2054 


O 


LEU 


293 


28.355 


2.535 


84.918 


1 .00 


13 .28 


A 


ATOM 


2055 


N 


THR 


294 


28.896 


4.660 


85.437 


1.00 


11.21 


A 


ATOM 


2056 


CA 


THR 


294 


30.313 


4.372 


85.613 


1.00 


10 .86 


A 


ATOM 


2057 


CB 


THR 


294 


31.119 


5.690 


85.778 


1.00 


12.02 


A 


ATOM 


2058 


OG1 


THR 


294 


30.934 


6.497 


84.611 


1.00 


11 .95 


A 


ATOM 


2059 


CG2 


THR 


294 


32.605 


5.409 


85.947 


1.00 


8.75 


A 


ATOM 


2060 


C 


THR 


294 


30.571 


3 .459 


86.809 


1 .00 


11.13 


A 


ATOM 


2061 


O 


THR 


294 


31.416 


2.563 


86.735 


1 .00 


10.49 


A 


ATOM 


2062 


N 


LEU 


295 


29.843 


3.686 


87.906 


1.00 


11.70 


A 


ATOM 


2063 


CA 


LEU 


295 


29.983 


2.870 


89.117 


1.00 


11 .27 


A 


ATOM 


2064 


CB 


LEU 


295 


29.033 


3.348 


90.224 


1.00 


10.76 


A 


ATOM 


2065 


CG 


LEU 


295 


28.993 


2.535 


91.529 


1.00 


10.99 


A 


ATOM 


2066 


CD1 


LEU 


295 


30.352 


2.540 


92.214 


1 .00 


12.41 


A 


ATOM 


2067 


CD2 


LEU 


295 


27.950 


3 .126 


92.458 


1.00 


10.86 


A 


ATOM 


2068 


C 


LEU 


295 


29.683 


1.424 


88.788 


1.00 


10.80 


A 


ATOM 


2069 


O 


LEU 


295 


30.365 


0.521 


89.252 


1.00 


12.59 


A 


ATOM 


2070 


N 


GLY 


296 


28.652 


1.205 


87-986 


1.00 


11.95 


A 


ATOM 


2071 


CA 


GLY 


296 


28.311 


-0.153 


87.607 


1.00 


12.43 


A 


ATOM 


2072 


C 


GLY 


296 


29.444 


-0.772 


86.810 


1.00 


13.06 


A 


ATOM 


2073 


O 


GLY 


296 


29.796 


-1.938 


87.007 


1.00 


15.18 


A 


ATOM 


2074 


N 


ARG 


297 


30.021 


0.014 


85.906 


1.00 


11.06 


A 


ATOM 


2075 


CA 


ARG 


297 


31.121 


-0.458 


85-086 


1.00 


9.97 


A 


ATOM 


2076 


CB 


ARG 


297 


31.369 


0.517 


83.943 


1.00 


9.77 


A 


ATOM 


2077 


CG 


ARG 


297 


30.264 


0.487 


82.909 


1.00 


10.57 


A 


ATOM 


2078 


CD 


ARG 


297 


30.173 


1.789 


82-136 


1.00 


8.79 


A 


ATOM 


2079 


NE 


ARG 


297 


29.014 


1.776 


81.259 


1.00 


10.33 


A 


ATOM 


2080 


cz 


ARG 


297 


28.492 


2.853 


80.685 


1.00 


9.93 


A 


ATOM 


2081 


NH1 


ARG 


297 
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30.062 -4.803 85.770 1.00 

31.783 -5.848 84.436 1.00 

33.699 -5.394 86.472 1.00 

34.151 -6.536 86.533 1.00 

34.442 -4.345 86.120 1.00 

35.850 -4.502 85.791 1.00 

36.449 -3.157 85.362 1.00 

36.622 -5.068 86.985 1.00 

37.512 -5.893 86.819 1.00 

36.282 -4.620 88.188 1.00 

36.951 -5.101 89.392 1.00 

36.585 -4.222 90.594 1.00 

37.221 -2.830 90.688 1.00 

36.558 -2.045 91.802 1.00 

38.717 -2.963 90.948 1.00 

36.643 -6.564 89.717 1.00 

37.533 -7.302 90.127 1.00 

35.398 -6.993 89.535 1.00 

35.059 -8.379 89.838 1.00 

33.547 -8.571 90.069 1.00 

33.052 -7.570 91.101 1.00 

32.796 -8.428 88.770 1.00 

35.512 -9.341 88.744 1.00 

35.877 -10.477 89.035 1.00 

35.491 -8.897 87.490 1.00 

35.921 -9.750 86.389 1.00 

35.203 -9.374 85.094 1.00 

33.689 -9.307 85.221 1.00 

32.999 -9.146 83.876 1.00 

33.515 -8.380 83.028 1.00 

31.939 -9.775 83.671 1.00 

37.426 -9.604 86.206 1.00 

37.996 -10.078 85.227 1.00 

38.054 -8.937 87.169 1.00 

39.496 -8.716 87.177 1.00 

40.215 -10.025 87.534 1.00 

40.201 -10.328 89.040 1.00 

40.942 -9.222 89.795 1.00 

40.641 -9.139 91.227 1.00 

41.079 -9.988 92.154 1.00 

41.848 -11.016 91.816 1.00 

40.765 -9.793 93.431 1.00 

40.094 -8.101 85.913 1.00 

41.257 -8.337 85.585 1.00 

39.292 -7.300 85.218 1.00 

39.728 -6.607 84.009 1.00 

38.553 -5.823 83.373 1.00 

37.525 -6.738 82.967 1.00 

39.021 -5.031 82.173 1.00 

40.816 -5.616 84.428 1.00 

40.648 -4.883 85.405 1.00 

41.944 -5.572 83.696 1.00 

42.230 -6.282 82.436 1.00 

43.039 -4.651 84.035 1.00 

44.109 -4.993 83.001 1.00 

43.302 -5.410 81.811 1.00 

42.661 -3.165 84.023 1.00 

43.151 -2.384 84.847 1.00 

41.789 -2.773 83.099 1.00 

41.373 -1.381 83.018 1.00 

41.248 -0.946 81.558 1.00 
40.936 0.507 81.395 1.00 
39.847 1.134 80.888 1.00 
41.794 1.503 81.809 1.00 

41.249 2.682 81.565 1.00 
40.067 2.486 81.006 1.00 
40.052 -1.120 83.737 1.00 
39.009 -1.661 83.362 1.00 
40.117 -0.282 84.769 1.00 
38.959 0.101 85.580 1.00 
39.298 -0.013 87.083 1.00 
38.091 0.351 87.922 1.00 
39.765 -1.427 87.403 1.00 
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NH1 


ARG 


318 


38.138 


14.383 


86.747 


1. 00 


32 . 


47 


A 


ATOM 


2255 


NH2 


ARG 


318 


40.162 


14.276 


87.833 


1 .00 


33 . 


23 


A 


ATOM 


2256 


C 


ARG 


318 


37.281 


9.948 


92.138 


1.00 


13 . 


35 


A 


ATOM 


2257 


O 


ARG 


318 


38.276 


9.679 


92.801 


1.00 


15 . 


31 


A 


ATOM 


2258 


N 


ILE 


319 


36.222 


10.575 


92.640 


1.00 


12 . 


79 


A 


ATOM 


2259 


CA 


ILE 


319 


36.175 


11-012 


94.030 


1.00 


11 . 


02 


A 


ATOM 


2260 


CB 


ILE 


319 


34.837 


11 .727 


94.322 


1.00 


9. 


24 


A 


ATOM 


2261 


CG2 


ILE 


319 


34.660 


11.958 


95.819 


1.00 


4 . 


84 


A 


ATOM 


2262 


CGI 


ILE 


319 


34.786 


13 .047 


93. 561 


1 .00 


9 . 


26 


A 


ATOM 


2263 


CDl 


ILE 


319 


33.431 


13.786 


93.692 


1.00 


9 . 


14 


A 


ATOM 


2264 


C 


ILE 


319 


36.344 


9.833 


95. 002 


1 .00 


12. 


21 


A 


ATOM 


2265 


O 


ILE 


319 


37.127 


9.913 


95.950 


1.00 


12. 


33 


A 


ATOM 


2266 


N 


LEU 


320 


35.627 


8.739 


94 . 752 


1 .00 


10 . 


74 


A 


ATOM 


2267 


CA 


LEU 


320 


35.674 


7.577 


95.638 


1 . 00 


11 . 


28 


A 


ATOM 


2268 


CB 


LEU 


320 


34.240 


7 .142 


95.965 


1 .00 


8. 


50 


A 


ATOM 


2269 


CG 


LEU 


320 


33.364 


8.196 


96. 642 


1 . 00 


11. 


65 


A 


ATOM 


2270 


CDl 


LEU 


320 


31.909 


7.774 


96.550 


1.00 


12. 


32 


A 


ATOM 


2271 


CD2 


LEU 


320 


33.794 


8.390 


98. 090 


1 .00 


7. 


79 


A 


ATOM 


2272 


C 


LEU 


320 


36.466 


6.359 


95.146 


1.00 


12. 


.31 


A 


ATOM 


2273 


0 


LEU 


320 


36.276 


5.254 


95 - 658 


1 . 00 


10. 


.52 


A 


ATOM 


2274 


N 


GLN 


321 


37.356 


6.541 


94. 177 


1. 00 


13. 


27 


A 


ATOM 


2275 


CA 


GLN 


321 


38.110 


5.401 


93. 668 


1 . 00 


16. 


.08 


A 


ATOM 


2276 


CB 


GLN 


321 


39.087 


5 .844 


92.569 


1 .00 


19. 


.75 


A 


ATOM 


2277 


CG 


GLN 


321 


40.196 


6.756 


93 .006 


1. 00 


21. 


.68 


A 


ATOM 


2278 


CD 


• GLN 


321 


41.079 


7 .139 


91. 840 


1 . 00 


25. 


.85 


A 


ATOM 


2279 


OE1 


GLN 


321 


41.622 


6.266 


91.152 


1 . 00 


22. 


.98 


A 


ATOM 


2280 


NE2 


GLN 


321 


41.228 


8.450 


91. 602 


1 .00 


26. 


.88 


A 


ATOM 


2281 


C 


GLN 


321 


38.842 


4.548 


94 .723 


1 .00 


14. 


.28 


A 


ATOM 


2282 


O 


GLN 


321 


38.972 


3.335 


94.543 


1.00 


12, 


.19 


A 


ATOM 


2283 


N 


ASP 


322 


39.305 


5.151 


95. 817 


1.00 


12, 


.59 


A 


ATOM 


2284 


CA 


ASP 


322 


39.978 


4.351 


96. 835 


1 .00 


14.78 


A 


ATOM 


2285 


CB 


ASP 


322 


40.769 


5.230 


97 . 811 


1.00 


17 


.14 


A 


ATOM 


2286 


CG 


ASP 


322 


41.787 


4.426 


98. 620 


1 .00 


18 


.36 


A 


ATOM 


2287 


OD1 


ASP 


322 


42.588 


3.692 


98.003 


1 .00 


19 


.34 


A 


ATOM 


2288 


0D2 


ASP 


322 


41.791 


4.521 


99. 865 


1 .00 


19 


.68 


A 


ATOM 


2289 


C 


ASP 


322 


38.988 


3.473 


97. 609 


1 .00 


15 


.66 


A 


ATOM 


2290 


O 


ASP 


322 


39.384 


2.598 


98.384 


1.00 


17 


.16 


A 


ATOM 


2291 


N 


SER 


323 


37.697 


3.696 


97.386 


1.00 


16 


.21 


A 


ATOM 


2292 


CA 


SER 


323 


36.657 


2.915 


98.047 


1.00 


16 


.47 


A 


ATOM 


2293 


CB 


SER 


323 


35.436 


3.795 


98.343 


1 .00 


13 


.71 


A 


ATOM 


2294 


OG 


SER 


323 


35.749 


4.804 


99.284 


1 .00 


11 


.67 


A 


ATOM 


2295 


C 


SER 


323 


36.247 


1.735 


97. 166 


1.00 


18 


.02 


A 


ATOM 


2296 


O 


SER 


323 


35.459 


0.876 


97.574 


1 .00 


18 


.75 


A 


ATOM 


2297 


N 


LEU 


324 


36.795 


1.696 


95.956 


1 .00 


18.69 


A 


ATOM 


2298 


CA 


LEU 


324 


36.495 


0.635 


95.009 


1 .00 


19 


.76 


A 


ATOM 


2299 


CB 


LEU 


324 


35.782 


1.225 


93 .789 


1 .00 


19 


.37 


A 


ATOM 


2300 


CG 


LEU 


324 


34.461 


1.920 


94 . 127 


1 .00 


19 


.69 


A 


ATOM 


2301 


CDl 


LEU 


324 


34.028 


2.781 


92 .973 


1 .00 


22 


.50 


A 


ATOM 


2302 


CD2 


LEU 


324 


33.394 


0.887 


94.449 


1 .00 


20 


.33 


A 


ATOM 


2303 


C 


LEU 


324 


37.789 


-0.045 


94.591 


1 .00 


21 


.46 


A 


ATOM 


2304 


O 


LEU 


324 


38.427 


0.353 


93 .618 


1 .00 


23 


.00 


A 


ATOM 


2305 


N 


GLY 


325 


38-174 


-1 . 074 


AC Til 1 


t nn 

-L . Uv 


22 


.77 


^ 


ATOM 


2306 


CA 


GLY 


325 


39.398 


-1.794 


95.047 


1.00 


21.76 


A 


ATOM 


2307 


C 


GLY 


325 


40.620 


-1.028 


95.516 


1.00 


24 


.37 


A 


ATOM 


2308 


O 


GLY 


325 


41.718 


-1.239 


95.005 


1.00 


24 


.93 


A 


ATOM 


2309 


N 


GLY 


326 


40.428 


-0.132 


96.484 


1.00 


24.40 


A 


ATOM 


2310 


CA 


GLY 


326 


41.526 


0.663 


97.002 


1.00 


24 


.15 


A 


ATOM 


2311 


C 


GLY 


326 


41.897 


0.284 


98.424 


1.00 


26 


.42 


A 


ATOM 


2312 


O 


GLY 


326 


41.656 


-0.840 


98.856 


1.00 


25 


.60 


A 


ATOM 


2313 


N 


ARG 


327 


42.470 


1.220 


99.168 


1.00 


25 


.86 


A 


ATOM 


2314 


CA 


ARG 


327 


42.875 


0.919 


100.528 


1.00 


28 


.96 


A 


ATOM 


2315 


CB 


ARG 


327 


44.219 


1.593 


100.834 


1.00 


32 


.07 


A 


ATOM 


2316 


CG 


ARG 


327 


45.329 


1.220 


99.853 


1.00 


37 


.14 


A 


ATOM 


2317 


CD 


ARG 


327 


46.714 


1.483 


100.432 


1.00 


42 


.74 


A 


ATOM 


2318 


NE 


ARG 


327 


47.800 


1.031 


99.556 


1.00 


47 


.24 


A 


ATOM 


2319 


CZ 


ARG 


327 


48.286 


1.730 


98.530 


1.00 


49 


.78 


A 


ATOM 


2320 


NH1 


ARG 


327 


47.787 


2.926 


98.237 


1.00 


50 


.77 


A 


ATOM 


2321 


NH2 


ARG 


327 


49.286 


1.245 


97.805 


1.00 


49 


.64 


A 
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ATOM 


2322 


C 


ARG 


327 


41.831 


1.320 


101.569 


1 


.00 


28.96 


A 


ATOM 


2323 


O 


ARG 


327 


42.157 


1.543 


102.731 


1 


.00 


28.88 


A 


ATOM 


2324 


N 


THR 


328 


40.573 


1.401 


101.151 


1 


.00 


27.38 


A 


ATOM 


2325 


CA 


THR 


328 


39.499 


1.775 


102.064 


1 


.00 


23.77 


A 


ATOM 


2326 


CB 


THR 


328 


38.678 


2.944 


101.488 


1 


.00 


24.66 


A 


ATOM 


2327 


OG1 


THR 


328 


39.529 


4.088 


101.344. 


1 


.00 


25.37 


A 


ATOM 


2328 


CG2 


THR 


328 


37.510 


3.292 


102.409 


1 


.00 


23.54 


A 


ATOM 


2329 


C 


THR 


328 


38.556 


0.611 


102.353 


1 


.00 


20.49 


A 


ATOM 


2330 


O 


THR 


328 


38.287 


-0.213 


101.480 


1 


.00 


19.13 


A 


ATOM 


2331 


N 


ARG 


329 


38.072 


0.532 


103.588 


1 


.00 


17.06 


A 


ATOM 


2332 


CA 


ARG 


329 


37.139 


-0.522 


103.954 


1 


.00 


15.33 


A 


ATOM 


2333 


CB 


ARG 


329 


37.126 


-0.768 


105.465 


1 


.00 


14.79 


A 


ATOM 


2334 


CG 


ARG 


329 


36.035 


-1.748 


105.878 


1 


.00 


15.14 


A 


ATOM 


2335 


CD 


ARG 


329 


35.989 


-2.023 


107.370 


1 


.00 


17.09 


A 


ATOM 


2336 


NE 


ARG 


329 


34.897 


-2.947 


107.655 


1 


.00 


21.72 


A 


ATOM 


2337 


CZ 


ARG 


329 


34.688 


-3.553 


108.819 


1 


.00 


22.49 


A 


ATOM 


2338 


NH1 


ARG 


329 


35.504 


-3.343 


109.841 


1 


.00 


20.08 


A 


ATOM 


2339 


NH2 


ARG 


329 


33.646 


-4.366 


108.958 


1 


.00 


22.92 


A 


ATOM 


2340 


C 


ARG 


329 


35.783 


-0.001 


103.539 


1 


.00 


14.65 


A 


ATOM 


2341 


O 


ARG 


329 


35.352 


1.046 


104.030 


1 


.00 


15.12 


A 


ATOM 


2342 


N 


THR 


330 


35.107 


-0.704 


102.640 


1 


.00 


12.06 


A 


ATOM 


2343 


CA 


THR 


330 


33.809 


-0.226 


102.224 


1 


.00 


14.04 


A 


ATOM 


2344 


CB 


THR 


330 


33.837 


0.332 


100.782 


1 


.00 


15.17 


A 


ATOM 


2345 


OG1 


THR 


330 


33.694 


-0.735 


99.847 


1 


.00 


18.22 


A 


ATOM 


2346 


CG2 


THR 


330 


35.147 


1.052 


100.513 


1 


.00 


14.36 


A 


ATOM 


2347 


C 


THR 


330 


32.707 


-1.265 


102.323 


1 


.00 


13.65 


A 


ATOM 


2348 


O 


THR 


330 


32.936 


-2.459 


102.140 


1 


.00 


13.67 


A 


ATOM 


2349 


N 


SER 


331 


31.509 


-0.786 


102.637 


1 


.00 


12.70 


A 


ATOM 


2350 


CA 


SER 


331 


30.340 


-1.627 


102.740 


1 


.00 


10.49 


A 


ATOM 


2351 


CB 


SER 


331 


29.830 


-1.648 


104.177 


1 


.00 


12.02 


A 


ATOM 


2352 


OG 


SER 


331 


30.860 


-2.026 


105.072 


1 


.00 


18.36 


A 


ATOM 


2353 


C 


SER 


331 


29.259 


-1.044 


101.830 


1 


.00 


10.83 


A 


ATOM 


2354 


O 


SER 


331 


29.235 


0.160 


101.555 


1 


.00 


8.62 


A 


ATOM 


2355 


N 


ILE 


332 


" 28.376 


-1.906 


101.349 


1 


.00 


9.52 


A 


ATOM 


2356 


CA 


ILE 


332 


27.288 


-1.457 


100.511 


1 


.00 


9.50 


A 


ATOM 


2357 


CB 


ILE 


332 


27.374 


-2.038 


99.089 


1 


.00 


10.70 


A 


ATOM 


2358 


CG2 


ILE 


332 


26.143 


-1.622 


98.287 


1 


.00 


8.05 


A 


ATOM 


2359 


CGI 


ILE 


332 


28.650 


-1.560 


98.394 


1 


.00 


9.17 


A 


ATOM 


2360 


CD1 


ILE 


332 


28.773 


-2.094 


96.975 


1 


.00 


5.23 


A 


ATOM 


2361 


C 


ILE 


332 


25.993 


-1.939 


101.138 


1 


.00 


9.51 


A 


ATOM 


2362 


O 


ILE 


332 


25.843 


-3.127 


101.413 


1 


.00 


9.19 


A 


ATOM 


2363 


N 


ILE 


333 


25.074 


-1.015 


101.391 


1 


.00 


9.81 


A 


ATOM 


2364 


CA 


ILE 


333 


23 . 773 


-1.376 


101.942 


1 


.00 


8.92 


A 


ATOM 


2365 


CB 


ILE 


333 


23.335 


-0.444 


103.103 


1 


.00 


8.82 


A 


ATOM 


2366 


CG2 


ILE 


333 


21.967 


-0.863 


103.614 


1 


.00 


7.93 


A 


ATOM 


2367 


CGI 


ILE 


333 


24.316 


-0.548 


104.272 


1 


.00 


6.76 


A 


ATOM 


2368 


CD1 


ILE 


333 


24.028 


0.448 


105.387 


1 


.00 


2.97 


A 


ATOM 


2369 


C 


ILE 


333 


22.777 


-1.240 


100.797 


1 


.00 


9.34 


A 


ATOM 


2370 


O 


ILE 


333 


22.483 


-0.132 


100-347 


1 


.00 


6.58 


A 


ATOM 


2371 


N 


ALA 


334 


22.294 


-2.376 


100.303 


1 


.00 


9.13 


A 


ATOM 


2372 


CA 


ALA 


334 


21.325 


-2.370 


99.215 


1.00 


8.43 


A 


ATOM 


2373 


CB 


ALA 


334 


21.543 


-3.582 


98.318 


1 


.00 


6.36 


A 


ATOM 


2374 


C 


ALA 


334 


19.903 


-2.381 


99.807 


1 


.00 


8.65 


A 


ATOM 


2375 


O 


ALA 


334 


19.555 


-3.232 


100.634 


1 


.00 


6.98 


A 


ATOM 


2376 


N 


THR 


335 


19.089 


-1.419 


99.398 


1 


.00 


8.61 


A 


ATOM 


2377 


CA 


THR 


335 


17.727 


-1.334 


99.899 


1 


.00 


8.77 


A 


ATOM 


2378 


CB 


THR 


335 


17.375 


0.092 


100.290 


1 


.00 


7.57 


A 


ATOM 


2379 


OG1 


THR 


335 


17.538 


0.949 


99.157 


1.00 


8.21 


A 


ATOM 


2380 


CG2 


THR 


335 


18.276 


0.552 


101.398 


1 


.00 


7.82 


A 


ATOM 


2381 


C 


THR 


335 


16.729 


-1.820 


98.863 


1 


.00 


8.70 


A 


ATOM 


2382 


O 


THR 


335 


16.855 


-1.530 


97.671 


1 


.00 


8.21 


A 


ATOM 


2383 


N 


ILE 


336 


15.735 


-2.560 


99.338 


1 


.00 


8.74 


A 


ATOM 


2384 


CA 


ILE 


336 


14.717 


-3.124 


98.469 


1 


.00 


10.87 


A 


ATOM 


2385 


CB 


ILE 


336 


14.998 


-4.613 


98.216 


1 


.00 


10.46 


A 


ATOM 


2386 


CG2 


ILE 


336 


16.353 


-4.769 


97.532 


1 


.00 


8.62 


A 


ATOM 


2387 


CGI 


ILE 


336 


14.943 


-5.379 


99.543 


1.00 


10.60 


A 


ATOM 


2388 


CD1 


ILE 


336 


14.993 


-6.921 


99.386 


1 


.00 


10.91 


A 


ATOM 


2389 


C 


ILE 


336 


13.291 


-2.995 


99.004 


1 


.00 


12.03 


A 


ATOM 


2390 


O 


ILE 


336 


13.069 


-2.844 


100.204 


1.00 


12.49 


A 


ATOM 


2391 


N 


SER 


337 


12.331 


-3.056 


98.089 


1 


.00 


13.93 


A 


ATOM 


2392 


CA 


SER 


337 


10.918 


-2.969 


98.426 


1 


.00 


13.83 


A 


ATOM 


2393 


CB 


SER 


337 


10.180 


-2.154 


97.359 


1 


.00 


14.05 


A 


ATOM 


2394 


OG 


SER 


337 


8.790 


-2.436 


97.350 


1 


.00 


13.32 


A 
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2395 


C 


SER 


ATOM 


2396 


0 


SER 


ATOM 


2397 


N 


PRO 


ATOM 


2398 


CD 


PRO 


ATOM 


2399 


CA 


PRO 


ATOM 


2400 


CB 


PRO 


ATOM 


2401 


CG 


PRO 


ATOM 


2402 


C 


PRO 


ATOM 


2403 


O 


PRO 


ATOM 


2404 


N 


ALA 


ATOM 


2405 


CA 


ALA 


ATOM 


2406 


CB 


ALA 


ATOM 


2407 


C 


ALA 


ATOM 


2408 


O 


ALA 


ATOM 


2409 


N 


SER 


ATOM 


2410 


CA 


SER 


ATOM 


2411 


CB 


SER 


ATOM 


2412 


OG 


SER 


ATOM 


2413 


C 


SER 


ATOM 


2414 


0 


SER 


ATOM 


2415 


N 


LEU 


ATOM 


2416 


CA 


LEU 


ATOM 


2417 


CB 


LEU 


ATOM 


2418 


CG 


LEU 


ATOM 


2419 


CD1 


LEU 


ATOM 


2420 


CD2 


LEU 


ATOM 


2421 


C 


LEU 


ATOM 


2422 


O 


LEU 


ATOM ' 


2423 


M 


ASN 


ATOM 


2424 


CA 


ASN 


ATOM 


2425 


CB 


ASN 


ATOM 


2426 


CG 


ASN 


ATOM 


2427 


OD1 


ASN 


ATOM 


2428 


ND2 


ASN 


ATOM 


2429 


C 


ASN 


ATOM 


2430 


O 


ASN 


ATOM 


2431 


N 


LEU 


ATOM 


2432 


CA 


LEU 


ATOM 


2433 


CB 


LEU 


ATOM 


2434 


CG 


LEU 


ATOM 


2435 


CD1 


LEU 


ATOM 


2436 


CD2 


LEU 


ATOM 


2437 


C 


LEU 


ATOM 


2438 


O 


LEU 


ATOM 


2439 


N 


GLU 


ATOM 


2440 


CA 


GLU 


ATOM 


2441 


CB 


GLU 


ATOM 


2442 


CG 


GLU 


ATOM 


2443 


CD 


GLU 


ATOM 


2444 


OE1 


GLU 


ATOM 


2445 


OE2 


GLU 


ATOM 


2446 


C 


GLU 


ATOM 


2447 


0 


GLU 


ATOM 


2448 


N 


GLU 


ATOM 


2449 


CA 


GLU 


ATOM 


2450 


CB 


GLU 


ATOM 


2451 


CG 


GLU 


ATOM 


2452 


CD 


GLU 


ATOM 


2453 


OE1 


GLU 


ATOM 


2454 


OE2 


GLU 


ATOM 


2455 


C 


GLU 


ATOM 


2456 


0 


GLU 


ATOM 


2457 


N 


THR 


ATOM 


2458 


CA 


THR 


ATOM 


2459 


CB 


THR 


ATOM 


2460 


OG1 


THR 


ATOM 


2461 


CG2 


THR 


ATOM 


2462 


C 


THR 


ATOM 


2463 


O 


THR 


ATOM 


2464 


N 


LEU 


ATOM 


2465 


CA 


LEU 


ATOM 


2466 


CB 


LEU 


ATOM 


2467 


CG 


LEU 



337 10.371 -4.386 

337 10.829 -5.250 

338 9.398 -4.652 
338 8.967 -3.811 
338 8.809 -5.990 
338 8.461 -6.088 
33B 7.930 -4.705 
338 7.564 -6.138 

338 6.929 -7.185 

339 7.212 -5.091 
339 6.023 -5.122 
339 5.494 -3.699 
339 6.255 -5.793 

339 7.290 -5.586 

340 5.270 -6.575 
340 5.339 -7.280 
340 4.088 -8.151 
340 2.909 -7.370 
340 5.495 -6.340 

340 5.977 -6.755 

341 5.083 -5.084 



341 5.212 -4.114 

341 4.539 -2.787 

341 3.056 -2.763 

341 2.838 -3.310 

341 2.563 -1.325 

341 6.678 -3.821 

341 7.017 -3.528 

342 7.544 -3.905 
342 8.958 -3.620 
342 9.471 -2.863 
342 8.662 -1.618 
342 8.564 -0.730 
342 8.070 -1.546 
342 9.795 -4.871 

342 10.988 -4.893 

343 9.170 -5.908 
343 9.863 -7.163 
343 8.917 -8.179 
343 9.593 -9.472 
343 10.343 -10.143 
343 8.554 -10.415 
343 11.115 -7.020 

343 12.211 -7.377 

344 10.946 -6.514 
344 12.063 -6.358 
344 11.598 -5.684 
344 12.675 -5.635 
344 12.213 -4.959 
344 12.908 -5.115 
344 11.165 -4.270 
344 13.208 -5.561 

344 14.371 -5.957 

345 12.883 -4.441 
345 13.909 -3.615 
345 13.335 -2.240 
345 13.076 -1.356 
345 14.348 -1.036 
345 14.232 -0.592 
345 15.462 -1.216 
345 14.555 -4.270 

345 15.762 -4.143 

346 13.760 -4.978 
346 14.286 -5.649 
346 13.160 -6.304 
346 12.399 -5.285 
346 13.735 -7.255 
346 15.302 -6.705 

346 16.294 -6.922 

347 15.061 -7.362 
347 16.005 -8.357 
347 15.369 -9.222 
347 14.220 -10.158 



98.464 1.00 14.60 A 

97.717 1.00 14.95 A 

99.350 1.00 15.93 A 
100.483 1.00 16.39 A 

99.451 1.00 15.42 A 
100.921 1.00 15.52 A 
101.176 1.00 17.59 A 

98.576 1.00 15.52 A 

98.571 1.00 17.10 A 

97.841 1.00 15.73 A 

96.989 1.00 17.08 A 

96.765 1.00 13.90 A 

95.647 1.00 17.79 A 

95.010 1.00 18.27 A 

95.210 1.00 19.26 A 

93.933 1.00 20.19 A 

93.741 1.00 21.56 A 

93.812 1.00 24.50 A 

92.736 1.00 18.83 A 

91.687 1.00 17.98 A 

92.883 1.00 19.49 A 

91.793 1.00 21.42 A 

92.159 1.00 24.24 A 

92.528 1.00 30.57 A 

93.952 1.00 30.86 A 

92.435 1.00 32.23 A 

91.452 1.00 20.58 A 
90.308 1.00 20.62 A 
92.455 1.00 19.46 A 
92.267 1.00 18.47 A 
93.485 1.00 17.34 A 
93.763 1.00 16.86 A 
92.916 1.00 18.67 A 
94.944 1.00 15.28 A 
92.041 1.00 18.85 A 

92.351 1.00 17.91 A 
91.493 1.00 17.20 A 
91.252 1.00 17.19 A 
90.596 1.00 13.78 A 
90.107 1.00 14.61 A 
91.269 1.00 10.55 A 
89.499 1.00 13.10 A 
90.399 1.00 17.48 A 
90.829 1.00 17.34 A 
89.184 1.00 19.72 A 
88.263 1.00 20.96 A 
86.969 1.00 24.20 A 
85.887 1.00 32.62 A 
84.599 1.00 38.13 A 
83.566 1.00 40.01 A 
84.617 1.00 41.47 A 
88.883 1.00 20.19 A 
88.791 1.00 20.32 A 
89.518 1.00 17.74 A 
90.130 1.00 18.84 A 
90.496 1.00 21.25 A 
89.281 1.00 24.52 A 
88.492 1.00 27.03 A 
87.325 1.00 29.83 A 
89.036 1.00 27.61 A 
91.346 1.00 16.79 A 
91.554 1.00 17.33 A 
92.140 1.00 14.42 A 
93.316 1.00 14.40 A 
94.138 1.00 15.55 A 
94.801 1.00 13.04 A 
95.171 1.00 15.14 A 
92.896 1.00 14.50 A 
93.590 1.00 13.63 A 
91.763 1.00 14.51 A 
91.269 1.00 15.49 A 
90.167 1.00 15.24 A 
90.571 1.00 15.51 A 
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ATOM 


2468 


CD1 


LEU 


347 


13.712 


-10. 


902 


89 


.351 


1 


.00 


11 


.90 


A 


ATOM 


2469 


CD2 


LEU 


347 


14.687 


-11. 


142 


91 


.627 


1 


.00 


13.17 


A 


ATOM 


2470 


C 


LEU 


347 


17.267 


-7. 


,666 


90 


.734 


1 


.00 


16 


.52 


A 


ATOM 


2471 


O 


LEU 


347 


18.376 


-8. 


175 


90.908 


1 


.00 


18.79 


A 


ATOM 


2472 


N 


SER 


348 


17.111 


-6. 


513 


90 


.088 


1 


.00 


15 


.74 


A 


ATOM 


2473 


CA 


SER 


348 


18.274 


-5. 


795 


89 


.567 


1 


.00 


16 


.97 


A 


ATOM 


2474 


CB 


SER 


348 


17.857 


-4. 


502 


88 


.872 


1 


.00 


17 


.03 


A 


ATOM 


2475 


OG 


SER 


348 


17.008 


-4, 


785 


87 


.780 


1 


.00 


23 


.78 


A 


ATOM 


2476 


C 


SER 


348 


19.199 


-5. 


438 


90 


.712 


1 


.00 


16 


.29 


A 


ATOM 


2477 


O 


SER 


348 


20.415 


-5. 


.668 


90 


.655 


1 


.00 


17 


.03 


A 


ATOM 


2478 


N 


THR 


349 


18.603 


-4. 


864 


91 


.751 


1 


.00 


13 


.43 


A 


ATOM 


2479 


CA 


THR 


349 


19.341 


-4. 


452 


92 


.925 


1 


.00 


12 


.53 


A 


ATOM 


2480 


CB 


THR 


349 


18.400 


-3. 


808 


93 


.953 


1 


.00 


11 


.53 


A 


ATOM 


2481 


OG1 


THR 


349 


17.883 


-2. 


583 


93 


.416 


1 


.00 


12 


.14 


A 


ATOM 


2482 


CG2 


THR 


349 


19.143 


-3. 


512 


95.243 


1 


.00 


8 


.21 


A 


ATOM 


2483 


C 


THR 


349 


20.074 


-5. 


624 


93 


.563 


1 


.00 


12 


.73 


A 


ATOM 


2484 


O 


THR 


349 


21.292 


-5. 


,590 


93 


.732 


1 


.00 


10 


.74 


A 


ATOM 


2485 


N 


LEU 


350 


19.325 


-6. 


.660 


93 


.916 


1 


.00 


14 


.33 


A 


ATOM 


2486 


CA 


LEU 


350 


19.923 


-7. 


.830 


94 


.532 


1 


.00 


16 


.65 


A 


ATOM 


2487 


CB 


LEU 


350 


18.855 


-8. 


892 


94 


.803 


1 


.00 


14 


.51 


A 


ATOM 


2488 


CG 


LEU 


350 


17.916 


-8, 


.537 


95 


.960 


1 


.00 


13 


.75 


A 


ATOM 


2489 


CD1 


LEU 


350 


16.780 


-9, 


,516 


96 


.035 


1.00 


10 


.80 


A 


ATOM 


2490 


CD 2 


LEU 


350 


18.703 


-8. 


526 


97 


.258 


1.00 


15 


.25 


A 


ATOM 


2491 


C 


LEU 


350 


21.033 


-8, 


400 


93 


.660 


1 


.00 


17 


.62 


A 


ATOM 


2492 


O 


LEU 


350 


22.116 


-8. 


,695 


94 


.148 


1 


.00 


19 


.69 


A 


ATOM 


2493 


N 


GLU 


351 


20.774 


-8. 


.540 


92 


.368 


1 


.00 


18.77 


A 


ATOM 


2494 


CA 


GLU 


351 


21.783 


-9. 


.078 


91 


.466 


1 


.00 


20 


.26 


A 


ATOM 


2495 


CB 


GLU 


351 


21.203 


-9. 


215 


90 


.061 


1 


.00 


23 


.16 


A 


ATOM 


2496 


CG 


GLU 


351 


21.961 


-10. 


.194 


89.186 


1 


.00 


31 


.07 


A 


ATOM 


2497 


CD 


GLU 


351 


21.645 


-11. 


.652 


89 


.508 


1 


.00 


35 


.15 


A 


ATOM 


2498 


OE1 


GLU 


351 


22.421 


-12. 


,531 


89 


.070 


1 


.00 


37 


.94 


A 


ATOM 


2499 


OE2 


GLU 


351 


20.621 


-11. 


,921 


90 


.180 


1 


.00 


35 


.11 


A 


ATOM 


2500 


C 


GLU 


351 


23.030 


-8. 


.181 


91 


.440 


1 


.00 


18 


.73 


A 


ATOM 


2501 


O 


GLU 


351 


24.163 


-8. 


.662 


91 


.407 


1 


.00 


18 


.86 


A 


ATOM 


2502 


N 


TYR 


352 


22.810 


-6. 


.873 


91 


.463 


1 


.00 


18 


.82 


A 


ATOM 


2503 


CA 


TYR 


352 


23.893 


-5. 


.898 


91.443 


1 


.00 


16.90 


A 


ATOM 


2504 


CB 


TYR 


352 


23.304 


-4. 


.500 


91 


.261 


1 


.00 


17 


.28 


A 


ATOM 


2505 


CG 


TYR 


352 


24.306 


-3. 


.374 


91 


.118 


1.00 


15 


.30 


A 


ATOM 


2506 


CD1 


TYR 


352 


24.940 


-2. 


.833 


92 


.227 


1 


.00 


12 


.89 


A 


ATOM 


2507 


CE1 


TYR 


352 


25.779 


-1. 


.740 


92 


.100 


1 


.00 


15 


.82 


A 


ATOM 


2508 


CD2 


TYR 


352 


24.550 


-2.798 


89 


.869 


1 


.00 


15 


.34 


A 


ATOM 


2509 


CE2 


TYR 


352 


25.382 


-1. 


.712 


89 


.731 


1 


.00 


14 


.65 


A 


ATOM 


2510 


CZ 


TYR 


352 


25.989 


-1. 


.180 


90 


.848 


1 


.00 


15.26 


A 


ATOM 


2511 


OH 


TYR 


352 


26.767 


-0. 


.050 


90.715 


1 


.00 


17 


.76 


A 


ATOM 


2512 


C 


TYR 


352 


24.688 


-5. 


.973 


92 


.733 


1 


.00 


16 


.43 


A 


ATOM 


2513 


O 


TYR 


352 


25.917 


-5. 


.964 


92 


.715 


1 


.00 


17 


.51 


A 


ATOM 


2514 


N 


ALA 


353 


23.989 


-6. 


.065 


93 


.855 


1 


.00 


15 


.81 


A 


ATOM 


2515 


CA 


ALA 


353 


24.658 


-6. 


.137 


95 


.145 


1 


.00 


16 


.65 


A 


ATOM 


2516 


CB 


ALA 


353 


23.646 


-5. 


.931 


96 


.269 


1 


.00 


15 


.23 


A 


ATOM 


2517 


C 


ALA 


353 


25.405 


-7. 


458 


95 


.350 


1 


.00 


17 


.40 


A 


ATOM 


2518 


0 


ALA 


353 


26.412 


-7. 


.497 


96 


.050 


1 


.00 


18 


.96 


A 


ATOM 


2519 


N 


HIS 


354 


24.916 


-8. 


,535 


94 


.744 


1 


.00 


18, 


.26 


A 


ATOM 


2520 


CA 


HIS 


354 


25.555 


-9. 


838 


94 


.883 


1 


.00 


19. 


.76 


A 


ATOM 


2521 


CB 


HIS 


354 


24.676 


-10, 


.932 


94 


.266 


1 


.00 


19 


.50 


A 


ATOM 


2522 


CG 


HIS 


354 


25.143 


-12.324 


94 


.566 


1 


.00 


21.21 


A 


ATOM 


2523 


CD2 


HIS 


354 


25.758 


-13.246 


93 


.786 


1 


.00 


20 


.11 


A 


ATOM 


2524 


ND1 


HIS 


354 


25.032 


-12. 


,894 


95 


.817 


1 


.00 


20 


.61 


A 


ATOM 


2525 


CE1 


HIS 


354 


25.561 


-14. 


,105 


95. 


.796 


1 


.00 


20 


.62 


A 


ATOM 


2526 


NE2 


HIS 


354 


26.009 


-14. 


342 


94, 


.576 


1 


.00 


20, 


.83 


A 


ATOM 


2527 


C 


HIS 


354 


26.936 


-9. 


,842 


94 


.224 


1 


.00 


21 


.08 


A 


ATOM 


2528 


O 


HIS 


354 


27.903 


-10. 


,313 


94. 


.816 


1 


.00 


22 


.05 


A 


ATOM 


2529 


N 


ARG 


355 


27.027 


-9. 


.314 


93 


.004 


1 


.00 


22 


.49 


A 


ATOM 


2530 


CA 


ARG 


355 


28.308 


-9. 


.256 


92, 


.292 


1 


.00 


24 


.62 


A 


ATOM 


2531 


CB 


ARG 


355 


28.153 


-8. 


,619 


90, 


.905 


1 


.00 


25. 


.83 


A 


ATOM 


2532 


CG 


ARG 


355 


27.358 


-9. 


,413 


89 


.894 


1 


.00 


29. 


.38 


A 


ATOM 


2533 


CD 


ARG 


355 


27.482 


-8. 


,762 


88 


.535 


1 


.00 


32 


.38 


A 


ATOM 


2534 


NE 


ARG 


355 


27.233 


-7, 


,326 


88. 


.622 


1 


.00 


37 


.22 


A 


ATOM 


2535 


CZ 


ARG 


355 


27.902 


-6. 


.412 


87 


.924 


1 


.00 


40 


.93 


A 


ATOM 


2536 


NH1 


ARG 


355 


28.860 


-6. 


797 


87. 


.087 


1 


.00 


41. 


.58 


A 


ATOM 


2537 


NH2 


ARG 


355 


27.624 


-5. 


117 


88.066 


1 


.00 


39 


.72 


A 


ATOM 


2538 


C 


ARG 


355 


29.352 


-8. 


447 


93. 


.054 


1 


.00 


24. 


.34 


A 


ATOM 


2539 


O 


ARG 


355 


30.523 


-8. 


821 


93, 


.098 


1 


.00 


25. 


.69 


A 


ATOM 


2540 


N 


ALA 


356 


28.923 


-7. 


332 


93, 


.640 


1 


.00 


23. 


.36 


A 
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ATOM 


2541 


CA 


ALA 


356 


29.814 


-6.447 


94.387 


1.00 


22.82 


A 


ATOM 


2542 


CB 


ALA 


356 


29.016 


-5.295 


94.985 


1.00 


20.20 


A 


ATOM 


2543 


C 


ALA 


356 


30.603 


-7.161 


95.484 


1.00 


23.12 


A 


ATOM 


2544 


0 


ALA 


356 


31.708 


-6.751 


95.820 


1.00 


20.69 


A 


ATOM 


2545 


N 


LYS 


357 


30.030 


-8.222 


96-047 


1.00 


24.95 


A 


ATOM 


2546 


CA 


LYS 


357 


30.695 


-8.981 


97.111 


1.00 


26.72 


A 


ATOM 


2547 


CB 


LYS 


357 


29.849 


-10.195 


97.497 


1.00 


25.95 


A 


ATOM 


2548 


CG 


LYS 


357 


28.570 


-9.854 


98.232 


1.00 


27.20 


A 


ATOM 


2549 


CD 


LYS 


357 


27.647 


-11.052 


98.293 


1.00 


28.41 


A 


ATOM 


2550 


CE 


LYS 


357 


28.288 


-12.220 


99.024 


1.00 


29.67 


A 


ATOM 


2551 


NZ 


LYS 


357 


27.537 


-13.483 


98.790 


1-00 


30.65 


A 


ATOM 


2552 


C 


LYS 


357 


32.099 


-9.453 


96.733 


1.00 


27.68 


A 


ATOM 


2553 


0 


LYS 


357 


32.968 


-9.595 


97.601 


1.00 


26.10 


A 


ATOM 


2554 


N 


ASN 


358 


32.312 


-9.691 


95.438 


1.00 


28.56 


A 


ATOM 


2555 


CA 


ASN 


358 


33.591 


-10.177 


94.925 


1.00 


28.98 


A 


ATOM 


2556 


CB 


ASN 


358 


33.363 


-10.897 


93.597 


1.00 


31.13 


A 


ATOM 


2557 


CG 


ASN 


358 


32.415 


-12.071 


93.735 


1.00 


34.60 


A 


ATOM 


2558 


ODl 


ASN 


358 


32.743 


-13.071 


94.375 


1.00 


37.20 


A 


ATOM 


2559 


ND2 


ASN 


358 


31.226 


-11.952 


93.145 


1.00 


33.97 


A 


ATOM 


2560 


C 


ASN 


358 


34.676 


-9.118 


94.751 


1.00 


27.98 


A 


ATOM 


2561 


O 


ASN 


358 


35.784 


-9.426 


94.316 


1.00 


28.50 


A 


ATOM 


2562 


N 


ILE 


359 


34.364 


-7.871 


95.079 


1.00 


25.92 


A 


ATOM 


2563 


CA 


ILE 


359 


35.350 


-6.811 


94.957 


1.00 


24.09 


A 


ATOM 


2564 


CB 


ILE 


359 


34.673 


-5.429 


94.910 


1.00 


21.25 


A 


ATOM 


2565 


CG2 


ILE 


359 


35.727 


-4.329 


94.867 


1.00 


19.17 


A 


ATOM 


2566 


CGI 


ILE 


359 


33.748 


-5.367 


93.689 


1.00 


19.08 


A 


ATOM 


2567 


CD1 


ILE 


359 


32.909 


-4.109 


93-597 


1.00 


18.25 


A 


ATOM 


2568 


C 


ILE 


359 


36.290 


-6.906 


96.155 


1.00 


25.26 


A 


ATOM 


2569 


O 


ILE 


359 


35.847 


-7.076 


97.290 


1.00 


23.96 


A 


ATOM 


2570 


N 


LEU 


360 


37.588 


-6.817 


95.897 


1.00 


27.58 


A 


ATOM 


2571 


CA 


LEU 


360 


38.578 


-6.917 


96. 963 


1.00 


32.07 


A 


ATOM 


2572 


CB 


LEU 


360 


39.478 


-8.137 


96.722 


1.00 


34.40 


A 


ATOM 


2573 


CG 


LEU 


360 


40.711 


-8.333 


97.613 


1.00 


36.57 


A 


ATOM 


2574 


CD1 


LEU 


360 


40.309 


-8.930 


98.961 


1.00 


37.87 


A 


ATOM 


2575 


CD2 


LEU 


360 


41.687 


-9.265 


96.913 


1.00 


38.48 


A 


ATOM 


2576 


C 


LEU 


360 


39.438 


-5.665 


97.033 


1.00 


33.54 


A 


ATOM 


2577 


O 


LEU 


360 


39.905 


-5.174 


96.008 


1.00 


32.97 


A 


ATOM 


2578 


N 


ASN 


361 


39.635 


-5.132 


98.234 


1.00 


35.62 


A 


ATOM 


2579 


CA 


ASN 


361 


40.485 


-3.962 


98.372 


1.00 


39.86 


A 


ATOM 


2580 


CB 


ASN 


361 


39.649 


-2.672 


98.395 


1.00 


41.32 


A 


ATOM 


2581 


CG 


ASN 


361 


38.490 


-2.732 


99.345 


1.00 


42.28 


A 


ATOM 


2582 


ODl 


ASN 


361 


37.523 


-1.985 


99.203 


1.00 


42.60 


A 


ATOM 


2583 


ND2 


ASN 


361 


38.578 


-3.609 


100-330 


1.00 


45.41 


A 


ATOM 


2584 


C 


ASN 


361 


41.439 


-4.056 


99.565 


1.00 


41.68 


A 


ATOM 


2585 


O 


ASN 


361 


41.180 


-4.768 


100.532 


1.00 


41.90 


A 


ATOM 


2586 


N 


LYS 


362 


42.560 


-3.348 


99.446 


1.00 


44.89 


A 


ATOM 


2587 


CA 


LYS 


362 


43.643 


-3.321 


100.432 


1.00 


46.74 


A 


ATOM 


2588 


CB 


LYS 


362 


43.106 


-3.372 


101.870 


1.00 


45.91 


A 


ATOM 


2589 


CG 


LYS 


362 


42.518 


-2.057 


102.353 


1.00 


44.95 


A 


ATOM 


2590 


CD 


LYS 


3 62 


42.184 


-2.089 


103.841 


1.00 


44 .77 


A 


ATOM 


2591 


CE 


LYS 


362 


43.444 


-2.056 


104.701 


1.00 


44.68 


A 


ATOM 


2592 


NZ 


LYS 


362 


44.224 


-0.795 


104.523 


1.00 


44.09 


A 


ATOM 


2593 


C 


LYS 


362 


44.576 


-4.504 


100.173 


1.00 


48.88 


A 


ATOM 


2594 


0 


LYS 


362 


44.928 


-5.219 


101.141 


1.00 


50.91 


A 


ATOM 


2595 


OXT 


LYS 


362 


44.955 


-4.700 


98.992 


1.00 


49.21 


A 


ATOM 


2596 


MG 


MG 


603 


16.038 


9.381 


98.154 


1.00 


22.45 




ATOM 


2597 


PB 


ADP 


601 


14.871 


6.512 


98.896 


1.00 


9 .83 


ADP 


ATOM 


2598 


01B 


ADP 


601 


14.389 


7.073 


97.604 


1.00 


11.43 


ADP 


ATOM 


2599 


02B 


ADP 


601 


15.417 


5.029 


98.682 


1.00 


12.43 


ADP 


ATOM 


2600 


03B 


ADP 


601 


15.921 


7.374 


99.491 


1.00 


9.54 


ADP 


ATOM 


2601 


PA 


ADP 


601 


13.343 


7.143 


101.254 


1.00 


13.34 


ADP 


ATOM 


2602 


OlA 


ADP 


601 


14.336 


6.832 


102.280 


1.00 


14.02 


ADP 


ATOM 


2603 


02A 


ADP 


601 


13.336 


8.581 


101.013 


1.00 


12.22 


ADP 


ATOM 


2604 


03A 


ADP 


601 


13.676 


6.373 


99.912 


1.00 


11.56 


ADP 


ATOM 


2605 


05* 


ADP 


601 


11.879 


6.778 


101.742 


1.00 


16.31 


ADP 


ATOM 


2606 


C5* 


ADP 


601 


10.894 


5.934 


101.155 


1.00 


16.15 


ADP 


ATOM 


2607 


C4* 


ADP 


601 


9.662 


5.974 


102.132 


1.00 


18.96 


ADP 


ATOM 


2608 


04* 


ADP 


601 


9.712 


4.734 


102.849 


1.00 


19.62 


ADP 


ATOM 


2609 


C3* 


ADP 


601 


9.700 


7.065 


103.229 


1.00 


18.60 


ADP 


ATOM 


2610 


03* 


ADP 


601 


8.406 


7.650 


103.431 


1.00 


22.72 


ADP 


ATOM 


2611 


C2* 


ADP 


601 


10.188 


6.391 


104.496 


1.00 


19.66 


ADP 


ATOM 


2612 


02* 


ADP 


601 


9.655 


6.994 


105.672 


1.00 


21.78 


ADP 


ATOM 


2613 


CI* 


ADP 


601 


9.788 


4.947 


104.281 


1.00 


19.08 


ADP 
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ATOM 


2614 


N9 


ADP 


601 


10.778 


3.943 


104.795 


1.00 


19.36 


ADP 


ATOM 


2615 


C8 


ADP 


601 


11.895 


3.536 


104.137 


1.00 


19.33 


ADP 


ATOM 


2616 


N7 


ADP 


601 


12.535 


2.641 


104.859 


1.00 


19.29 


ADP 


ATOM 


2617 


C5 


ADP 


601 


11.874 


2.450 


105.961 


1.00 


20.60 


ADP 


ATOM 


2618 


C6 


ADP 


601 


12.043 


1.649 


107.091 


1.00 


20.38 


ADP 


ATOM 


2619 


N6 


ADP 


601 


13.085 


0.825 


107.178 


1.00 


20.28 


ADP 


ATOM 


2620 


Nl 


ADP 


601 


11.118 


1.701 


108.120 


1.00 


22.79 


ADP 


ATOM 


2621 


C2 


ADP 


601 


10.028 


2.524 


108.081 


1.00 


22.78 


ADP 


ATOM 


2622 


N3 


ADP 


601 


9.854 


3.302 


106.988 


1.00 


20.98 


ADP 


ATOM 


2623 


C4 


ADP 


601 


10.736 


3.301 


105.936 


1.00 


20.39 


ADP 


ATOM 


2859 


CI 


5-2b 


2 


19.000 


14.175 


112.199 


1.00 


28.18 


5-2b 


ATOM 


2860 


C2 


5-2b 


2 


18.061 


13.539 


111.340 


1.00 


32.48 


5-2b 


ATOM 


2861 


C3 


5-2b 


2 


17.078 


12.651 


111.895 


1.00 


28.56 


5-2b 


ATOM 


2862 


C4 


5-2b 


2 


17.088 


12.427 


113.305 


1.00 


27.05 


5-2b 


ATOM 


2863 


C5 


5-2b 


2 


18.039 


13.044 


114.157 


1.00 


26.16 


5-2b 


ATOM 


2864 


C6 


5-2b 


2 


19.015 


13.9S0 


113.622 


1.00 


28.62 


5-2b 


ATOM 


2865 


C7 


5- 2b 


2 


18.128 


13.723 


109.878 


1.00 


39.58 


5-2b 


ATOM 


2866 


N8 


5-2b 


2 


19.295 


13.211 


109.173 


1.00 


34.03 


5-2b 


ATOM 


2867 


C9 


5 -2b 


2 


20.221 


14.007 


108.603 


1.00 


31.92 


5-2b 


ATOM 


2868 


N10 


5-2b 


2 


19.947 


15.297 


108.469 


1.00 


36.78 


5-2b 


ATOM 


2869 


Cll 


5-2b 


2 


18.661 


15.862 


108.801 


1.00 


44.76 


5-2b 


ATOM 


2870 


C12 


5-2b 


2 


17.708 


15.078 


109.368 


1.00 


52.53 


5-2b 


ATOM 


2871 


013 


5- 2b 


2 


16.238 


11.708 


113.800 


1.00 


23.44 


5- 2b 


ATOM 


2872 


C14 


5- 2b 


2 


16.264 


15.498 


109.536 


1.00 


70.42 


5-2b 


ATOM 


2873 


015 


5- 2b 


2 


15.927 


16.837 


109.475 


1.00104.53 


5-2b 


ATOM 


2874 


C16 


5-2b 


2 


14.579 


17.475 


109.627 


1.00 


95.04 


5 -2b 


ATOM 


2875 


C17 


5-2b 


2 


14 . 646 


19.021 


109.575 


1.00 


97.91 


5-2b 


ATOM 


2876 


C18 


5- 2b 


2 


18.590 


17.336 


108.468 


1.00 


43.13 


5-2b 


ATOM 


2B77 


019 


5-2b 


2 


15.462 


14.612 


109.721 


1.00 


72.50 


5-2b 


ATOM 


2878 


S20 


5-2b 


2 


21.688 


13.451 


108.038 


1.00 


18.17 


5- 2b 


ATOM 


2624 


O 


HOH 


1 


20.805 


10 .444 


96.618 


1.00 


3.59 


S 


ATOM 


2625 


O 


HOH 


6 


18.478 


8.895 


97.954 


1.00 


22.75 


S 


ATOM 


2626 


0 


HOH 


7 


8.678 


16.203 


114.749 


1.00 


5.86 


s 


ATOM 


2627 


o 


HOH 


8 


15.946 


-1.691 


94.899 


1.00 


5.80 


s 


ATOM 


2628 


o 


HOH 


11 


21.220 


17.072 


106.339 


1.00 


1.72 


s 


ATOM 


2629 


o 


HOH 


13 


14.805 


10.449 


99.917 


1.00 


8.07 


s 


ATOM 


2630 


o 


HOH 


16 


13.355 


-2.493 


95.064 


1.00 


7.03 


s 


ATOM 


2631 


o 


HOH 


19 


21.262 


3.695 


111.999 


1.00 


8.18 


s 


ATOM 


2632 


o 


HOH 


20 


10.684 


13.846 


117.065 


1.00 


18.83 


s 


ATOM 


2633 


o 


HOH 


25 


21.216 


2.976 


93.758 


1.00 


14.00 


s 


ATOM 


2634 


o 


HOH 


27 


24.932 


11.371 


102.192 


1.00 


7.13 


s 


ATOM 


2635 


o 


HOH 


34 


15.711 


22.783 


114.948 


1.00 


8.16 


s 


ATOM 


2636 


o 


HOH 


35 


31.658 


6.477 


79.773 


1.00 


16.68 


s 


ATOM 


2637 


o 


HOH 


36 


16.262 


7.930 


95.115 


1.00 


13.14 


s 


ATOM 


2638 


o 


HOH 


38 


15.341 


-0.450 


103.081 


1.00 


3.96 


s 


ATOM 


2639 


o 


HOH 


40 


20.527 


12.061 


101.135 


1.00 


13.66 


s 


ATOM 


2640 


o 


HOH 


42 


31.548 


4.510 


82.184 


1.00 


13.63 


s 


ATOM 


2641 


o 


HOH 


44 


20.139 


3.415 


109.317 


1.00 


9.63 


s 


ATOM 


2642 


o 


HOH 


46 


38.748 


2.216 


117.615 


1.00 


16.12 


s 


ATOM 


2643 


o 


HOH 


48 


37.332 


6.832 


98.871 


1.00 


20.54 


s 


ATOM 


2644 


o 


HOH 


50 


15.243 


1.107 


105.237 


1.00 


7.71 


s 


ATOM 


2645 


0 


HOH 


52 


23.362 


13.594 


103.308 


1.00 


16.03 


s 


ATOM 


2646 


o 


HOH 


54 


24.373 


1.678 


79.508 


1.00 


21.19 


s 


ATOM 


2647 


o 


HOH 


55 


38.272 


4.890 


80.366 


1.00 


15.34 


s 


ATOM 


2648 


0 


HOH 


60 


28.231 


24.639 


95.411 


1.00 


10.59 


s 


ATOM 


2649 


o 


HOH 


61 


39.120 


8.121 


96.836 


1.00 


17.30 


s 


ATOM 


2650 


o 


HOH 


63 


18.805 


15.804 


105.109 


1.00 


24.81 


s 


ATOM 


2651 


o 


HOH 


64 


40.943 


11.048 


89.550 


1.00 


24.53 


s 


ATOM 


2652 


0 


HOH 


68 


31.035 


20.952 


88.723 


1.00 


17.53 


s 


ATOM 


2653 


0 


HOH 


69 


19.610 


-3.671 


118.241 


1.00 


28.77 


s 


ATOM 


2654 


o 


HOH 


70 


23.256 


19.519 


117.749 


l.OO 


12.03 


s 


ATOM 


2655 


o 


HOH 


71 


21.279 


14.920 


97.265 


1.00 


17.07 


s 


ATOM 


2656 


o 


HOH 


72 


11.571 


8.465 


98.099 


1.00 


17.54 


s 


ATOM 


2657 


o 


HOH 


73 


0.219 


-7.157 


96.638 


1.00 


36.34 


s 


ATOM 


2658 


o 


HOH 


74 


14.061 


-2.365 


107.352 


1.00 


17.49 


s 


ATOM 


2659 


o 


HOH 


75 


38.428 


6.714 


101.400 


l.OO 


20.61 


s 


ATOM 


2660 


o 


HOH 


76 


28.147 


6.297 


79.763 


1.00 


6.93 


s 


ATOM 


2661 


0 


HOH 


78 


16.520 


-15.702 


110.664 


1.00 


42.69 


s 


ATOM 


2662 


o 


HOH 


79 


40.740 


11.793 


96.499 


1.00 


19.31 


s 


ATOM 


2663 


o 


HOH 


82 


38.334 


-6.005 


104.252 


1.00 


25.92 


s 


ATOM 


2664 


o 


HOH 


83 


28.296 


4.768 


77.136 


1.00 


31.56 


s 


ATOM 


2665 


0 


HOH 


84 


14.008 


16.450 


94.704 


1.00 


5.75 


s 


ATOM 


2666 


0 


HOH 


87 


45.629 


7.251 


110.783 


1.00 


17.29 


s 
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ATOM 


2667 


O 


HOH 


90 


13.592 


18. 093 


92.309 


1. 


00 


13.66 


S 


ATOM 


2668 


o 


HOH 


91 


9.122 


2.181 


96.091 


1. 


00 


36.98 


S 


ATOM 


2669 


o 


HOH 


92 


16.369 


12.885 


106.048 


1. 


00 


20.85 


S 


ATOM 


2670 


o 


HOH 


93 


13.386 


21.050 


89.915 


1. 


00 


17.97 


S 


ATOM 


2671 


0 


HOH 


94 


11.913 


22.331 


96.952 


1. 


00 


21.35 


S 


ATOM 


2672 


o 


HOH 


95 


20.093 


-2.163 


89.951 


1. 


00 


16.99 


S 


ATOM 


2673 


0 


HOH 


96 


17.551 


-0.999 


87.296 


1. 


00 


26.38 


s 


ATOM 


2674 


o 


HOH 


97 


20.767 


15.478 


84.877 


1. 


00 


51.52 


s 


ATOM 


2675 


o 


HOH 


99 


35.477 


1.749 


79.785 


1. 


00 


19.87 


s 


ATOM 


2676 


o 


HOH 


101 


21.955 


8.778 


118.594 


1. 


00 


28.07 


s 


ATOM 


2677 


o 


HOH 


102 


40.041 


5.064 


84.678 


1. 


00 


16.03 


s 


ATOM 


2678 


o 


HOH 


104 


36.377 


-3.662 


102.275 


1. 


00 


18.75 


s 


ATOM 


2679 


0 


HOH 


106 


3.852 


11.665 


120.058 


1. 


00 


30.71 


s 


ATOM 


2680 


o 


HOH 


108 


39.673 


-0.150 


74.200 


1. 


00 


46.52 


s 


ATOM 


2681 


o 


HOH 


110 


6.144 


-12.000 


92.235 


1. 


00 


50.82 


s 


ATOM 


2682 


o 


HOH 


111 


30.628 


20.566 


102.526 


1. 


00 


21.67 


5 


ATOM 


2683 


o 


HOH 


112 


30.065 


26.389 


96.506 


1. 


00 


17.19 


s 


ATOM 


2684 


o 


HOH 


113 


14.004 


8.985 


104.371 


1. 


00 


25.20 


' s 


ATOM 


2685 


o 


HOH 


114 


33.791 


0.715 


74.652 


1. 


00 


19.53 


s 


ATOM 


2686 


0 


HOH 


117 


22.111 


19.027 


120.746 


1. 


00 


38.73 


s 


ATOM 


2687 


o 


HOH 


118 


26.607 


0.227 


84.656 


1. 


00 


17.38 


s 


ATOM 


2688 


o 


HOH 


121 


21.035 


-9.445 


110.275 


1. 


00 


13.05 


s 


ATOM 


2689 


0 


HOH 


122 


32.184 


14.826 


101.349 


1. 


00 


11.39 


s 


ATOM 


2690 


o 


HOH 


123 


17.599 


-1.616 


90.813 


1. 


00 


13.59 


s 


ATOM 


2691 


o 


HOH 


124 


34.130 


25.646 


110.137 


1. 


00 


23.55 


s 


ATOM 


2692 


o 


HOH 


126 


9.990 


-6.133 


95.389 


1. 


00 


15.79 


s 


ATOM 


2693 


0 


HOH 


129 


3.202 


-12.862 


94.601 


1. 


00 


59.83 


s 


ATOM 


2694 


0 


HOH 


130 


13.955 


10.696 


95.694 


1. 


00 


19.43 


s 


ATOM 


2695 


0 


HOH 


131 


31.703 


25.858 


98.664 


1. 


00 


24.88 


s 


ATOM 


2696 


o 


HOH 


132 


35.057 


22.912 


85.606 


1. 


00 


40.74 


s 


ATOM 


2697 


o 


HOH 


134 


15.475 


-7.722 


86.631 


1. 


00 


12.20 


s 


ATOM 


2698 


o 


HOH 


135 


17.594 


16.623 


102.663 


1. 


00 


23.55 


s 


ATOM 


2699 


o 


HOH 


136 


7.395 


-14 .251 


99.064 


1. 


00 


49.69 


s 


ATOM 


2700 


0 


HOH 


137 


16.245 


22.597 


107.873 


1. 


00 


19.89 


s 


ATOM 


2701 


o 


HOH 


139 


9.431 


-0.664 


90.038 


1. 


00 


31.01 


s 


ATOM 


2702 


o 


HOH 


145 


19.183 


30.020 


93.555 


1. 


00 


40.54 


s 


ATOM 


2703 


o 


HOH 


146 


27.383 


12.738 


122.250 


1. 


00 


22.34 


s 


ATOM 


2704 


o 


HOH 


148 


39.078 


-6.174 


93.184 


1. 


00 


34.51 


s 


ATOM 


2705 


o 


HOH 


149 


49.726 


3.941 


96.574 


1. 


00 


41.42 


s 


ATOM 


2706 


o 


HOH 


151 


13.531 


20.213 


113.505 


1. 


00 


35.47 


s 


ATOM 


2707 


0 


HOH 


152 


49.848 


18.275 


102.636 


1. 


00 


39.85 


s 


ATOM 


2708 


0 


HOH 


153 


27.728 


-14.666 


103.176 


1. 


00 


32.11 


s 


ATOM 


2709 


o 


HOH 


154 


17.610 


7.968 


89.633 


1. 


00 


32.29 


s 


ATOM 


2710 


o 


HOH 


155 


16.723 


19.937 


85.776 


1. 


00 


24.59 


s 


ATOM 


2711 


o 


HOH 


158 


31.015 


-3.720 


75.821 


1. 


00 


31.57 


s 


ATOM 


2712 


o 


HOH 


159 


39.461 


15.014 


103.524 


1. 


00 


34.83 


s 


ATOM 


2713 


0 


HOH 


164 


45.236 


2.614 


116.065 


1. 


00 


33.66 


s 


ATOM 


2714 


0 


HOH 


166 


28.893 


5.418 


123.561 


1. 


00 


30.64 


s 


ATOM 


2715 


o 


HOH 


167 


35.887 


12.107 


99.622 


1. 


00 


11.12 


s 


ATOM 


2716 


o 


HOH 


168 


29.323 


-10.874 


107.683 


1. 


00 


39.92 


s 


ATOM 


2717 


o 


HOH 


170 


33.078 


22.456 


122.206 


1. 


00 


27.20 


s 


ATOM 


2718 


o 


HOH 


171 


6.377 


-23.385 


91.461 


1. 


00 


39.35 


s 


ATOM 


2719 


o 


HOH 


175 


38.059 


24.742 


100.957 


1 . 


00 


44.52 


s 


ATOM 


2720 


0 


HOH 


179 


12.119 


-0.723 


109.488 


1. 


00 


28.60 


s 


ATOM 


2721 


0 


HOH 


184 


35.206 


-9.022 


104.290 


1 . 


00 


21.93 


s 


ATOM 


2722 


0 


HOH 


186 


5.690 


-6.930 


88.872 


1. 


00 


26.18 


s 


ATOM 


2723 


o 


HOH 


187 


3 .662 


-13 .329 


100 .868 


1 . 


00 


25.44 


s 


ATOM 


2724 


o 


HOH 


188 


8.547 


-5.057 


88.499 


1. 


00 


31.53 


s 


ATOM 


2725 


o 


HOH 


189 


13.396 


13.012 


123.817 


1. 


00 


23.03 


s 


ATOM 


2726 


0 


HOH 


190 


37.857 


10.497 


99.808 


1. 


00 


16.10 


s 


ATOM 


2727 


0 


HOH 


191 


15.390 


0.870 


75.556 


1. 


00 


32.35 


s 


ATOM 


2728 


o 


HOH 


192 


24.877 


12.484 


84.150 


1. 


00 


33.77 


s 


ATOM 


2729 


o 


HOH 


195 


7.560 


1.921 


103.939 


1. 


00 


24.38 


s 


ATOM 


2730 


o 


HOH 


197 


38.275 


6.762 


75.942 


1. 


00 


34.75 


s 


ATOM 


2731 


0 


HOH 


198 


11.981 


14.135 


109.242 


1. 


00 


26.93 


s 


ATOM 


2732 


0 


HOH 


199 


29.034 


-13.318 


94.699 


1. 


00 


32.78 


s 


ATOM 


2733 


o 


HOH 


201 


33.413 


-10.638 


103.290 


1. 


00 


31.96 


s 


ATOM 


2734 


0 


HOH 


203 


25.859 


12.342 


87.393 


1. 


00 


39.56 


s 


ATOM 


2735 


o 


HOH 


205 


21.304 


4.617 


78.647 


1. 


00 


17.67 


s 


ATOM 


2736 


0 


HOH 


207 


23.255 


12.937 


88.372 


1. 


00 


28.66 


s 


ATOM 


2737 


o 


HOH 


208 


7.965 


2.363 


93.256 


1. 


00 


39.90 


s 


ATOM 


2738 


o 


HOH 


210 


7.291 


-19.119 


97.337 


1. 


00 


39.55 


s 


ATOM 


2739 


o 


HOH 


211 


23.200 


15.157 


105.669 


1. 


00 


3.65 


s 



- 120- 



5PV 



ATOM 


2740 


O 


HOH 


212 


16.820 


11.748 


98.364 


1.00 


4.40 


S 


ATOM 


2741 


O 


HOH 


215 


37.029 


15.874 


102.172 


1 . 00 


9.34 


s 


ATOM 


2742 


O 


HOH 


217 


45.218 


10.237 


90.158 


1.00 


50.32 


s 


ATOM 


2743 


O 


HOH 


220 


46.617 


4.288 


108 .402 


1.00 


29.26 


s 


ATOM 


2744 


O 


HOH 


221 


18.955 


8.984 


95.378 


1.00 


23.41 


s 


ATOM 


2745 


O 


HOH 


223 


22.905 


6.137 


118.403 


1.00 


15.81 


s 


ATOM 


2746 


O 


HOH 


225 


2.959 


-6.265 


97.196 


1.00 


46.93 


s 


ATOM 


2747 


O 


HOH 


226 


11.436 


16.916 


109.490 


1.00 


15.86 


s 


ATOM 


2748 


O 


HOH 


228 


16.698 


14.117 


102.916 


1.00 


25.42 


s 


ATOM 


2749 


0 


HOH 


229 


14.674 


21.461 


106.079 


1.00 


26.44 


s 


ATOM 


2750 


0 


HOH 


232 


21.595 


-5.809 


87.827 


1.00 


14.15 


s 


ATOM 


2751 


0 


HOH 


233 


11.151 


17.123 


115.185 


1.00 


32.57 


s 


ATOM 


2752 


O 


HOH 


238 


29.371 


-3.075 


77.740 


1.00 


19.94 


s 


ATOM 


2753 


o 


HOH 


241 


13.508 


12.891 


99.625 


1.00 


20.34 


s 


ATOM 


2754 


o 


HOH 


243 


17.423 


4.974 


118.567 


1.00 


24.32 


s 


ATOM 


2755 


0 


HOH 


244 


21.246 


6.736 


82.924 


1. 00 


39.07 


s 


ATOM 


2756 


o 


HOH 


245 


11.590 


19.689 


98.284 


1.00 


19.24 


s 


ATOM 


2757 


o 


HOH 


247 


51.802 


9.068 


117.095 


1.00 


55.38 


s 


ATOM 


2758 


o 


HOH 


251 


8.180 


5.024 


99.128 


1.00 


31.61 


s 


ATOM 


2759 


0 


HOH 


252 


21.300 


12.368 


98.575 


1.00 


31.29 


s 


ATOM 


2760 


0 


HOH 


253 


41.894 


8.695 


97.607 


1.00 


30.47 


s 


ATOM 


2761 


o 


HOH 


254 


23.625 


0.733 


121.375 


1.00 


27.92 


s 


ATOM 


2762 


0 


HOH 


255 


29.438 


14.355 


123 .667 


1.00 


26.17 


s 


ATOM 


2763 


0 


HOH 


256 


20.446 


10.316 


116.657 


1.00 


34.15 


s 


ATOM 


2764 


0 


HOH 


257 


11.975 


9.878 


91.516 


1.00 


18. 84 


s 


ATOM 


2765 


0 


HOH 


260 


13.789 


3 .056 


113.975 


1 .00 


23.75 


s 


ATOM 


2766 


o 


HOH 


262 


7.623 


13.572 


124.008 


1.00 


30.74 


s 


ATOM 


2767 


o 


HOH 


263 


20.395 


4.227 


81.694 


1 .00 


33 .87 


s 


ATOM 


2768 


0 


HOH 


266 


34.255 


-0-467 


81 .343 


1.00 


30.08 


s 


ATOM 


2769 


o 


HOH 


268 


45.417 


1.198 


105.917 


1.00 


33 .79 


s 


ATOM 


2770 


o 


HOH 


271 


15.540 


-18.971 


104.185 


1.00 


36.81 


s 


ATOM 


2771 


o 


HOH 


272 


31.560 


28.306 


95.365 


1.00 


25.41 


s 


ATOM 


2772 


o 


HOH 


273 


10.820 


11 .774 


124.773 


1.00 


27.96 


s 


ATOM 


2773 


0 


HOH 


275 


16.259 


16.032 


106.228 


1.00 


15.83 


s 


ATOM 


2774 


o 


HOH 


279 


14.255 


23.209 


104.198 


1.00 


21.24 


s 


ATOM 


2775 


o 


HOH 


280 


14.152 


22.369 


109 .944 


1.00 


30.26 


s 


ATOM 


2776 


o 


HOH 


281 


28.645 


-13.914 


110.927 


1.00 


35.08 


s 


ATOM 


2777 


o 


HOH 


283 


15.855 


18-951 


102.400 


1.00 


31.06 


s 


ATOM 


2778 


o 


HOH 


288 


15.557 


2.812 


116.261 


1.00 


19.13 


s 


ATOM 


2779 


o 


HOH 


290 


52.550 


19.096 


99.218 


1.00 


47.57 


s 


ATOM 


2780 


o 


HOH 


291 


26.202 


14.680 


81.794 


1.00 


53.97 


s 


ATOM 


2781 


0 


HOH 


294 


20.086 


20.598 


120.312 


1.00 


37.20 


s 


ATOM 


2782 


0 


HOH 


295 


6.012 


19.892 


120.875 


1.00 


18.20 


s 


ATOM 


2783 


0 


HOH 


296 


30.916 


30.335 


103.939 


1.00 


37.71 


s 


ATOM 


2784 


0 


HOH 


297 


46.048 


18.195 


120.452 


1.00 


43.25 


s 


ATOM 


2785 


0 


HOH 


299 


31.569 


-9.610 


101.042 


1.00 


32.15 


s 


ATOM 


2786 


o 


HOH 


300 


21.162 


-3.401 


87.125 


1.00 


32.61 


s 


ATOM 


2787 


o 


HOH 


303 


9.761 


2.577 


112.502 


1.00 


27.58 


s 


ATOM 


2788 


0 


HOH 


305 


32.066 


25.918 


112.422 


1.00 


32.24 


s 


ATOM 


2789 


o 


HOH 


307 


33.480 


-2.576 


83.015 


1.00 


27.49 


s 


ATOM 


2790 


0 


HOH 


308 


2.984 


13.923 


120.708 


1.00 


31.57 


s 


ATOM 


2791 


o 


HOH 


309 


34.596 


-15.790 


94.772 


1.00 


43 .06 


s 


ATOM 


2792 


o 


HOH 


310 


34.476 


-4.326 


104.147 


1.00 


46.76 


s 


ATOM 


2793 


0 


HOH 


313 


18.109 


-9.045 


87.036 


1.00 


25.07 


s 


ATOM 


2794 


0 


HOH 


314 


2.837 


9.810 


121.659 


1.00 


42.28 


s 


ATOM 


2795 


0 


HOH 


315 


13.698 


1.784 


111.141 


1.00 


35.74 


s 


ATOM 


2796 


0 


HOH 


317 


34 .111 


18.005 


122.006 


1 . 00 


28 . 52 


s 


ATOM 


2797 


o 


HOH 


318 


29.111 


-3.283 


83.701 


1.00 


38.21 


s 


ATOM 


2798 


o 


HOH 


319 


32.667 


0.553 


105.431 


1.00 


27.32 


s 


ATOM 


2799 


o 


HOH 


323 


4.556 


-19.468 


88.447 


1.00 


56.20 


s 


ATOM 


2800 


0 


HOH 


324 


-2.283 


-4.890 


97.004 


1.00 


48.36 


s 


ATOM 


2801 


0 


HOH 


327 


28.636 


-3,285 


118.234 


1.00 


30.32 


s 


ATOM 


2802 


0 


HOH 


328 


29.441 


25.536 


120.010 


1.00 


30.29 


s 


ATOM 


2803 


o 


HOH 


331 


25.024 


1.315 


88.662 


1.00 


35.16 


s 


ATOM 


2804 


o 


HOH 


332 


25.076 


33.728 


92.315 


1.00 


37.36 


s 


ATOM 


2805 


0 


HOH 


334 


17.967 


17.125 


84.628 


1.00 


44.99 


s 


ATOM 


2806 


0 


HOH 


336 


35.277 


-4.775 


82.255 


1.00 


22.90 


s 


ATOM 


2807 


o 


HOH 


338 


5.655 


-0.231 


95.494 


1.00 


39.33 


s 


ATOM 


2808 


o 


HOH 


340 


46.414 


-2.129 


108.144 


1.00 


58.72 


s 


ATOM 


2809 


o 


HOH 


342 


10.262 


-2.840 


88.835 


1.00 


36.82 


s 


ATOM 


2810 


o 


HOH 


344 


48.378 


-0.812 


102.187 


1.00 


39.43 


s 


ATOM 


2811 


0 


HOH 


345 


7.840 


6.837 


118.967 


1.00 


54.06 


s 


ATOM 


2812 


0 


HOH 


347 


42.036 


-0.811 


90.785 


1.00 


34.08 


s 
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ATOM 


2813 


O 


HOH 


351 


51.775 


ATOM 


2814 


O 


HOH 


354 


31.545 


ATOM 


2815 


O 


HOH 


355 


35.526 


ATOM 


2816 


0 


HOH 


361 


12.290 


ATOM 


2817 


0 


HOH 


363 


40.627 


ATOM 


2818 


O 


HOH 


365 


30.371 


ATOM 


2819 


O 


HOH 


367 


11.687 


ATOM 


2820 


O 


HOH 


370 


18.511 


ATOM 


2821 


O 


HOH 


371 


17.908 


ATOM 


2822 


o 


HOH 


372 


27.131 


ATOM 


2823 


o 


HOH 


375 


8.972 


ATOM 


2824 


o 


HOH 


377 


18.727 


ATOM 


2825 


o 


HOH 


379 


14.127 


ATOM 


2826 


o 


HOH 


383 


41.700 


ATOM 


2827 


o 


HOH 


385 


35.261 


ATOM 


2828 


0 


HOH 


386 


12.726 


ATOM 


2829 


o 


HOH 


393 


. 43.648 


ATOM 


2830 


o 


HOH 


394 


37.259 


ATOM 


2831 


0 


HOH 


396 


24.282 


ATOM 


2832 


0 


HOH 


400 


43.027 


ATOM 


2833 


o 


HOH 


406 


31.066 


ATOM 


2834 


0 


HOH 


409 


36.251 


ATOM 


2835 


o 


HOH 


415 


10.534 


ATOM 


2836 


o 


HOH 


418 


8.054 


ATOM 


2837 


o 


HOH 


422 


39.306 


ATOM 


2838 


o 


HOH 


425 


6.396 


ATOM 


2839 


0 


HOH 


426 


39.952 


ATOM 


2840 


o 


HOH 


429 


39.863 


ATOM 


2841 


o 


HOH 


430 


21.921 


ATOM 


2842 


0 


HOH 


433 


11.505 


ATOM 


2843 


o 


HOH 


435 


10.302 


ATOM 


2844 


o 


HOH 


438 


23.476 


ATOM 


2845 


o 


HOH 


442 


40.869 


ATOM 


2846 


0 


HOH 


444 


36.147 


ATOM 


2847 


o 


HOH 


445 


23.713 


ATOM 


2848 


o 


HOH 


447 


27.306 


ATOM 


2849 


o 


HOH 


448 


45.805 


ATOM 


2850 


0 


HOH 


449 


11.162 


ATOM 


2851 


0 


HOH 


450 


51.897 


ATOM 


2852 


0 


HOH 


452 


28-491 


ATOM 


2853 


0 


HOH 


454 


8.173 


ATOM 


2854 


o 


HOH 


459 


42.750 


ATOM 


2855 


0 


HOH 


460 


30.376 


ATOM 


2856 


0 


HOH 


466 


25.986 


ATOM 


2857 


0 


HOH 


467 


22.489 


ATOM 


2858 


0 


HOH 


468 


23.362 


END 
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,542 


133.541 


1.00 


37. 


45 


S 


13. 


.101 


83.668 


1.00 


37. 


78 


S 


14. 


.686 


100.364 


1.00 


8. 


84 


S 


20. 


.796 


107.012 
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17. 


59 


s 


4. 


.272 


127.391 
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41. 


84 


s 


-1 


.879 


79.833 
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13. 


67 


s 


18. 


.291 


107.264 


1.00 


22. 


06 


s 


7. 


,004 


119.773 


1.00 


38. 


47 


s 


13. 


.463 


100.054 


1.00 


12. 


12 


s 


-3. 


.005 


76.310 


1.00 


16. 


74 


s 


7.528 


97.923 


1.00 


26. 


11 


s 


10. 


.788 


84.519 


1.00 


41. 


33 


s 


15 


.750 


98.863 


1.00 


25. 


29 


s 


9, 


.858 


81.807 


1.00 


33. 


52 


s 


15. 


.280 


106.016 


1.00 


28.87 


s 


21 


.661 


115.689 


1.00 


46. 


81 


s 


7, 


.839 


106.741 


1.00 


16. 


47 


s 


24, 


.740 


104.054 


1.00 


14. 


17 


s 


-6. 


.502 


87.829 


1.00 


42. 


62 


s 


-3, 


.036 


92.095 


1.00 


34. 


87 


s 


-3 


.244 


81.803 


1.00 


24. 


95 


s 


3 


.079 


119.019 


1.00 


19. 


28 


s 


10 


.025 


100.073 


1.00 


39. 


35 


s 


4. 


.181 


110.289 


1.00 


45. 


64 


s 


16, 


.744 


111.576 


1.00 


34. 


28 


s 


5 


.427 


103.157 


1.00 


32. 


56 


s 


24.546 


98.144 


1.00 


27. 


08 


s 


6 


.685 


82.133 


1.00 


40. 


09 


s 


12. 


.487 


85.799 


1.00 


40. 


68 


s 


19. 


.654 


100.809 


1.00 


30. 


56 


s 


11, 


.568 


104.901 


1.00 


29. 


96 


s 


-0. 


.876 


78.128 


1.00 


28. 


68 


s 


23 


.992 


100.914 


1.00 


39. 


98 


s 


28 


.207 


94.921 


1.00 


46. 


43 


s 


3 


.771 


119.077 


1.00 


42. 


21 


s 


-4 


.631 


90.698 


1.00 


43.77 


s 


6 


.819 


107.875 


1.00 


28. 


04 


s 


9 


.197 


125.577 


1.00 


42. 


08 


s 


9 


.884 


132.993 


1.00 


37. 


33 


s 


3.721 


119.002 


1.00 


32. 


94 


s 


10 


.098 


105.141 


1.00 


50.50 


s 


5 


.736 


87.519 


1.00 


36. 


93 


s 


34 


.460 


94.131 


1.00 


31. 


43 


s 


1 


.393 


120.060 


1.00 


52. 


81 


s 


-10 


.959 


108.669 


1.00 


29. 


27 


s 


-2 


.077 


86.180 


1.00 


37. 


76 


s 
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TABLE 2 

REMARK 1 Coampound l-7_3dpb.pdb molecule B 



I CKYST 


oy 


OCA 


79.750 


159.580 90.00 90.00 90.00 


P212121 




ATOM 


oo 


CB 


LYS 


17 


24 .352 


-12 .458 


60 .280 


1 . 00 


51. 00 


TJ 
D 


ATOM 


<)i 
ZL 




LYS 


17 


22 . 874 


-12 .492 


59 . 882 


1.00 


53 . 34 


D 

a 


ATOM 




CD 


LYS 


17 


22 . 663 


-12 .316 


58.375 


1 . 00 


53 . 77 


B 


ATOM 


23 


CE 


LYS 


17 


23 . 197 


-13 .512 


57.582 


1 .00 


54. 85 


B 


ATOM 


24 


NZ 


LYS 


17 


24 . 682 


-13 .693 


57 .700 


1 . 00 


53 . 86 


B 


ATOM 


25 


C 


LYS 


17 


24 . 606 


-10 .105 


59 .443 


1 .00 


47 . 83 


B 


ATOM 


26 


0 


LYS 


17 


25 . 275 


-10 .140 


58.419 


1 . 00 


48 . 69 


B 


ATOM 


OO 


N 


LYS 


17 


24 .345 


-10 . 549 


61 . 888 


1 . 00 


49 . 93 


o 
a 


ATOM 


28 


CA 


LYS 


17 


24 . 911 


-11 .048 


60 . 601 


1 . 00 


49 . 15 


B 


ATOM 


zy 


N 


ASN 


18 


23 .597 


-9 .260 


59 .599 


1 . 00 


45 . 98 


B 


ATOM 


i A 

jU 


CA 


ASN 


18 


23 . 245 


-8-340 


58 . 535 


1 . 00 


43 - 66 


a 


ATOM 




CB 


ASN 


18 


21 . 960 


-7 . 627 


58.880 


1 . 00 


45 .49 


B 


ATOM 


32 


CG 


ASM 


18 


20. 740 


-8 .481 


58. 599 


1 . 00 


49 . 80 


t> 


ATOM 


IT 

JJ 


UJJll 


ASN 


1 o 
18 


20 . 453 


-8 .811 


57 - 442 


1 . 00 


50 . 22 


r> 
o 


ATOM 


^ A 


kit*o 


ASN 


1 o 


20 . 019 


-8 . 856 


59 . 653 


1 . 00 


49 . 94 


a 


7V rrVYM 


•ic 


r> 
t- 


ASN 


1 o 
lo 


24 . 338 


-7 . 33 6 


58 . 180 


1 . 00 


At OA 

41 .JO 


•a 
O 


i\X\jn 


jD 


/\ 
\J 


ASN 


18 


24 . 671 


—7 . 173 


57 . 006 


1 . 00 


41. 62 


■a 
a 


ATOM 


J / 




ILE 


19 


24 . 906 


-6 . 669 


59 . 179 


1 . 00 


37 .77 


xx 


ATOM 


1 Q 
J o 




ILE 


19 


25 . 949 


-5 . 679 


58 . 928 


1 . 00 


34 . 25 


D 
D 


ATOM 






ILE 


1 a 

iy 


26 . 325 


-4 . 966 


CO o CI 


1 . 00 


35 - 25 


r> 
o 


ATOM 


Aft 




XLE 


1 o 

xy 


OC CA O 


—5 . 988 


CI 1 A C 

fal . J4b 


1 . 00 


■a o oo 
Jo. zM 


■a 
O 


A1UP1 






ILE 


19 


27 . 581 


-4 . 139 


60 . 078 


1 . 00 


35. 22 


Q 


ATOM 


AO 


CDl 


ILE 


19 


28 . 042 


-3 .487 


61 . 347 


1 . 00 


36-16 


Jo 


ATOM 


4 1 
flJ 


C 


XLE 


19 


27 • 213 


-6 . 272 


58 . 266 


1 . 00 


31 . 28 


r> 
O 


ATOM 


AA 


r\ 
\J 


JLE 


19 


27 . 730 


—7 .287 


58 . 722 


1 . 00 


31 . 52 


B 


A1UM 




XT 

JM 


GLN 


20 


27 . 699 


-5 . 639 


57 . 194 


1 . 00 


27 . 50 


r> 
O 


ATOM 


y| c 
4b 


<-<7\ 


GLN 


20 


O O OO *\ 

28 .903 


-6 . 091 


55 . 483 


1 . 00 


OC 1 A 

26 . 14 


TJ 

D 


ATOM 


G / 


LJtJ 


GLN 


20 


oo o o o 

28 . 889 


-5 . 603 


54 . 996 


1 . 00 


25 .10 


o 


TV rpr\M 


/I Q 


rr* 
tA* 


GLN 


20 


30 .276 


-5 . 495 


54 .347 


1 . 00 


27 . 01 


a 


ATOM 


4y 


CD 


GLN 


20 


30 . 232 


-5 . 169 


52 . 843 


1 . 00 


29 * 81 


B 


ATOM 






GLN 


20 


29 . 920 


-6. 026 


52 . 016 


1 .00 


30. 67 


B 


ATOM 


CI 


NE2 


GLN 


20 


30 . 546 


-3 .924 


52 . 493 


1 . 00 


30 . 62 


B 


ATOM 


CO 


C 


GLN 


20 


30 . 162 


-5 . 567 


57 .176 


1 . 00 


25.43 


B 


ATOM 




0 


GLN 


20 


30 . 211 


-4.398 


57 .561 


1 . 00 


27 . 09 


O 


ATOM 




N 


VAL 


21 


31 .176 


-6 . 426 


57 . 327 


1 . 00 


22 . 08 


B 


ATOM 


55 


CA 


YAL 


21 


32 . 427 


-6 .048 


57 . 989 


1 . 00 


18 .37 


B 


ATOM 


EC 

DO 


CB 


VAL 


21 


32 . 472 


-6 . 584 


59 . 471 


1 . 00 


19 . 87 


B 


ATOM 


57 


CGI 


VAL 


21 


33 . 802 


-6 . 230 


60 . 125 


1 . 00 


16 . 85 


B 


ATOM 


!>0 


CG2 


VAL 


21 


31 . 300 


-6 .004 


60 . 291 


1 .00 


14 . 97 


B 


ATOM 


ay 


C 


VAL 


21 


33 . 648 


-6 . 567 


57 .221 


1 . 00 


18. 19 


B 


ATOM 


oU 


O 


VAL 


21 


33 . 848 


-7 .771 


57 .081 


1 . 00 


16. 60 


D 


ATOM 


ox 


N 


VAL 


22 


34 .457 


-5 . 637 


56 . 722 


1 . 00 


17 . 58 


B 


ATOM 


CO 


CA 


VAL 


22 


35. 651 


-5 .965 


55 .967 


1 . 00 


15 . 68 


B 


ATOM 


CI 

bJ 


CB 


VAL 


22 


35 . 568 


-5 .385 


54 . 532 


1 . 00 


17 . 56 


B 


ATOM 


b4 


CGI 


VAL 


oo 


■> a one 


C O DO 

-o . ooy 


CO OA C 

DJ . o4b 


1 nn 
X . uu 


1 o oo 

1 1 . /y 


B 




OS 


pro 


VAL 


22 


35.553 


-3.863 


54.575 


1.00 


17.41 




ATOM 


66 


C 


VAL 


22 


36.869 


-5.396 


56.693 


1.00 


16.43 


B 


ATOM 


67 


O 


VAL 


22 


36.746 


-4.502 


57.549 


1-00 


14.89 


B 


ATOM 


68 


N 


VAL 


23 


38.038 


-5.936 


56.358 


1.00 


14.83 


B 


ATOM 


69 


CA 


VAL 


23 


39.304 


-5.534 


56.972 


1.00 


13.82 


B 


ATOM 


70 


CB 


VAL 


23 


39.935 


-6.745 


57.768 


1.00 


13.54 


B 


ATOM 


71 


CGI 


VAL 


23 


41.330 


-6.405 


58.282 


1.00 


6.83 


B 


ATOM 


72 


CG2 


VAL 


23 


39.034 


-7.112 


58.944 


1.00 


13.12 


B 


ATOM 


73 


C 


VAL 


23 


40.304 


-5.023 


55.928 


1.00 


13.37 


B 


ATOM 


74 


O 


VAL 


23 


40.414 


-5.576 


54.835 


1.00 


10.49 


B 


ATOM 


75 


N 


ARG 


24 


41.008 


-3.944 


56.256 


1.00 


14.76 


B 


ATOM 


76 


CA 


ARG 


24 


42.019 


-3.407 


55.346 


1.00 


17.25 


B 


ATOM 


77 


CB 


ARG 


24 


41.577 


-2.087 


54.700 


1-00 


14.29 


B 


ATOM 


78 


CG 


ARG 


24 


42.528 


-1.660 


53.590 


1.00 


12.98 


B 


ATOM 


79 


CD 


ARG 


24 


42.331 


-0.225 


53.130 


1.00 


9.77 


B 


ATOM 


80 


NE 


ARG 


24 


42.978 


-0.006 


51.838 


1.00 


9.97 


B 


ATOM 


81 


CZ 


ARG 


24 


42.881 


1.111 


51.112 


1.00 


9.72 


B 


ATOM 


82 


NH1 


ARG 


24 


42.165 


2.143 


51.544 


1.00 


3.96 


B 


ATOM 


83 


NH2 


ARG 


24 


43.477 


1.177 


49.923 


1.00 


8.75 


B 


ATOM 


84 


C 


ARG 


24 


43.328 


-3.180 


56.098 


1.00 


18.12 


B 


ATOM 


85 


o 


ARG 


24 


43.384 


-2.408 


57.055 


1.00 


16.79 


B 


ATOM 


86 


N 


CYS 


25 


44.372 


-3.874 


55.657 


1.00 


21.17 


B 
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PV 



ATOM 


87 


CA 


CYS 


ATOM 


88 


CB 


CYS 


ATOM 


89 


SG 


CYS 


ATOM 


90 


C 


CYS 


ATOM 


91 


O 


CYS 


ATOM 


92 


N 


ARG 


ATOM 


93 


CA 


ARG 


ATOM 


94 


CB 


ARG 


ATOM 


95 


CG 


ARG 


ATOM 


96 


CD 


ARG 


ATOM 


97 


NE 


ARG 


ATOM 


98 


CZ 


ARG 


ATOM 


99 


NH1 


ARG 


ATOM 


100 


NH2 


ARG 


ATOM 


101 


C 


ARG 


ATOM 


102 


O 


ARG 


ATOM 


103 


N 


PRO 


ATOM 


104 


CD 


PRO 


ATOM 


105 


CA 


PRO 


ATOM 


106 


CB 


PRO 


ATOM 


107 


CG 


PRO 


ATOM 


108 


C 


PRO 


ATOM 


109 


0 


PRO 


ATOM 


110 


N 


PHE 


ATOM 


111 


CA 


PHE 


ATOM 


112 


CB 


PHE 


ATOM 


113 


CG 


PHE 


ATOM 


114 


CDl 


PHE 


ATOM 


115 


CD2 


PHE 


ATOM 


116 


CE1 


PHE 


ATOM 


117 


CE2 


PHE 


ATOM 


118 


CZ 


PHE 


ATOM 


119 


C 


PHE 


ATOM 


120 


0 


PHE 


ATOM . 


121 


N 


ASN 


ATOM 


122 


CA 


ASM 


ATOM 


123 


CB 


ASN 


ATOM 


124 


CG 


ASN 


ATOM 


125 


OD1 


ASN 


ATOM 


126 


ND2 


ASN 


ATOM 


127 


C 


ASN 


ATOM 


128 


0 


ASN 


ATOM 


129 


N 


LEU 


ATOM 


130 


CA 


LEU 


ATOM 


131 


CB 


LEU 


ATOM 


132 


CG 


LEU 


ATOM 


133 


CDl 


LEU 


ATOM 


134 


CD2 


LEU 


ATOM 


135 


C 


LEU 


ATOM 


136 


O 


LEU 


ATOM 


137 


N 


ALA 


ATOM 


138 


CA 


ALA 


ATOM 


139 


CB 


ALA 


ATOM 


140 


C 


ALA 


ATOM 


141 


0 


ALA 


ATOM 


142 


N 


GLU 


ATOM 


143 


CA 


GLU 


ATOM 


144 


CB 


GLU 


ATOM 


145 


CG 


GLU 


ATOM 


146 


CD 


GLU 


ATOM 


147 


OE1 


GLU 


ATOM 


148 


OE2 


GLU 


ATOM 


149 


C 


GLU 


ATOM 


150 


o 


GLU 


ATOM 


151 


N 


ARG 


ATOM 


152 


CA 


ARG 


ATOM 


153 


CB 


ARG 


ATOM 


154 


CG 


ARG 


ATOM 


155 


CD 


ARG 


ATOM 


156 


NE 


ARG 


ATOM 


157 


CZ 


ARG 


ATOM 


158 


NH1 


ARG 


ATOM 


159 


NH2 


ARG 



25 45.688 -3.764 

25 46.415 -5.140 

25 48.096 -5.149 

25 46.464 -2.764 

25 46.457 -2.836 

26 47.116 -1.818 
26 47.897 -0.829 
26 48.087 0.458 
26 49.165 0.361 
26 49.817 1.722 
26 51.181 1.599 
26 51.504 1.598 
26 50.566 1.721 
26 52.767 1.459 
26 49.268 -1.423 

26 49.673 -2.417 

27 49.991 -0.832 
27 49.498 0.108 
27 51.327 -1.324 
27 51.452 -0.937 
27 50.745 0.369 
27 52.372 -0.626 

27 52.065 0.364 

28 53.599 -1.141 
28 54.670 -0.545 
28 55.890 -1.393 



28 55.756 -2.691 

28 55.856 -3.893 

28 55.590 -2.715 

28 55.801 -5.102 

28 55.536 -3.918 

28 55.644 -5.112 

28 55.043 0.842 

28 55.102 1.080 

29 . 55.297 1.755 
29 55.687 3.109 
29 55.449 4.078 
29 55.787 3.460 
29 56.953 3.237 
29 54.758 3.178 
29 57.160 3.083 

29 57.913 2.236 

30 57.554 3.998 
30 58.930 4.106 
30 59.142 5.490 
30 60.429 5.757 
30 60.294 7.104 
30 61.643 5.740 
30 59.989 3.866 

30 60.877 3.032 

31 59.889 4.605 
31 60.831 4.497 
31 60.399 5.420 
31 61.011 3.077 

31 62.140 2.649 

32 59.906 2.354 
32 59.958 0.989 
32 58.625 0.631 
32 57.413 0.441 
32 56.101 0.376 
32 55.038 0.196 
32 56.129 0.514 
32 60.270 -0.057 

32 60.610 -1.199 

33 60.148 0.330 
33 60.447 -0.573 
33 59.996 0.033 
33 58.567 0.570 
33 58.383 1.377 
33 57.203 2.248 
33 56.937 3.167 
33 57.766 3.345 
33 55.841 3.913 



56.268 1.00 23.23 B 

56.254 1.00 23.67 B 

56.970 1.00 28.58 B 

55.443 1.00 24.61 B 

54.211 1.00 24.46 B 

56.109 1.00 25.36 B 

55.380 1.00 27.69 B 

56.219 1.00 26.88 B 

57.300 1.00 25.37 B 

57.544 1.00 26.81 B 

58.060 1.00 30.34 B 

59.349 1.00 31.91 B 

60.277 1.00 32.84 B 

59.714 1.00 33.10 B 

55.072 1.00 29.73 B 

55.676 1.00 28.95 B 

54.108 1.00 31.27 B 

53.083 1.00 32.66 B 

53.757 1.00 32.62 B 

52.287 1.00 31.65 B 

52.235 1.00 31.82 B 

54.642 1.00 33.24 B 

55.311 1.00 33.16 B 

54.652 1.00 34.79 B 

55.451 1.00 34.86 B 

55.401 1.00 33.35 B 

56.124 1.00 33.06 B 

55.440 1.00 31.63 B 

57.507 1.00 31.31 B 

56.128 1.00 31.40 B 

58.193 1.00 30.69 B 

57.500 1.00 29.86 B 

54.956 1.00 36.62 B 

53.752 1.00 36.72 B 

55.885 1.00 39.15 B 

55.517 1.00 43.00 B 

56.693 1.00 41.82 B 

58.044 1.00 41.11 B 

58.367 1.00 38.49 B 

58.838 1.00 40.06 B 

55.130 1.00 46.95 B 

55.621 1.00 48-65 B 

54.243 1.00 49.22 B 

53.751 1.00 49.70 B 

53.121 1.00 49.24 B 

52.341 1.00 49.29 B 

51.640 1.00 49.07 B 

53.264 1.00 49.24 B 

54.823 1.00 51.07 B 

54.649 1.00 50.68 B 

55.925 1.00 52.87 B 

57.035 1.00 54.80 B 

58.157 1.00 53.50 B 

57.576 1.00 56.55 B 

57.837 1.00 56.62 B 

57.751 1.00 59.00 B 

58.272 1.00 61.92 B 

58.999 1.00 61.49 B 

58.094 1.00 60.80 B 

58-872 1.00 59.87 B 

58.242 1.00 58.45 B 

60.115 1.00 60.23 B 

57.198 1.00 64.49 B 

57.522 1.00 64.33 B 

55.927 1.00 67.16 B 

54.813 1.00 69.70 B 

53.435 1.00 71.95 B 

53.353 1.00 75.31 B 

52.056 1.00 78.38 B 

52.066 1.00 80.30 B 

51.136 1.00 80.67 B 

50.114 1.00 79.70 B 

51.226 1.00 80.30 B 
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ATOM 


160 


C 


ARG 


33 


61.965 


-0 .720 


54.794 


1.00 


70.18 


B 


ATOM 


161 


O 


ARG 


33 


62.502 


-1. 813 


54.599 


1.00 


70.13 


B 


ATOM 


162 


M 


LYS 


34 


62 . 638 


0.411 


54 .997 


1 .00 


70.20 


B 


ATOM 


163 


CA 


LYS 


34 


64.094 


0.483 


55.012 


1 .00 


70 .34 


B 


ATOM 


164 


CB 


LYS 


34 


64.552 


1.980 


55.063 


1 .00 


71 .26 


B 


ATOM 


165 


CG 


LYS 


34 


66.041 


2.209 


54.795 


1 .00 


71.67 


B 


ATOM 


166 


CD 


LYS 


34 


66.407 


3.688 


54. 868 


1 .00 


71 .50 


B 


ATOM 


167 


CE 


LYS 


34 


66.116 


4.260 


56.251 


1 .00 


72 .55 


B 


ATOM 


168 


NZ 


LYS 


34 


66.513 


5.694 


56.388 


1.00 


72.95 


B 


ATOM 


169 


C 


LYS 


34 . 


64.644 


-0.288 


56.211 


1 .00 


70.18 


B 


ATOM 


170 


O 


LYS 


34 


65.707 


-0.915 


56.123 


1 .00 


70.68 


B 


ATOM 


171 


N 


ALA 


35 


63.921 


-0.236 


57.330 


1.00 


68.80 


B 


ATOM 


172 


CA 


ALA 


35 


64.324 


-0.952 


58.540 


1.00 


67 .64 


B 


ATOM 


173 


CB 


ALA 


35 


63 .605 


-0.381 


59.760 


1.00 


67 .24 


B 


ATOM 


174 


C 


ALA 


35 


63.958 


-2.424 


58.356 


1-00 


66.54 


B 


ATOM 


175 


O 


ALA 


35 


64 .075 


-3 .232 


59.286 


1 .00 


65 .43 


B 


ATOM 


176 


N 


SER 


36 


63.520 


-2.750 


57.138 


1.00 


64.95 


B 


ATOM 


177 


CA 


SER 


36 


63.113 


-4.099 


56.770 


1.00 


63 .77 


B 


ATOM 


178 


CB 


SER 


36 


64.347 


-4.974 


56.532 


1. 00 


63 .33 


B 


ATOM 


179 


OG 


SER 


36 


65.136 


-4.438 


55.481 


1.00 


61. 84 


B 


ATOM 


180 


C 


SER 


36 


62 .240 


-4.670 


57. 879 


1 .00 


63 .32 


B 


ATOM 


181 


O 


SER 


36 


62.731 


-5.313 


58. 810 


1.00 


63 .79 


B 


ATOM 


182 


N 


ALA 


37 


60.939 


-4. 417 


57. 772 


1 . 00 


61-85 


B 


ATOM 


183 


CA 


ALA 


37 


59.989 


-4.873 


58. 773 


1 .00 


59.96 


B 


ATOM 


184 


CB 


ALA 


37 


58.921 


-3.806 


58.987 


1 .00 


59.90 


B 


ATOM 


185 


C 


ALA 


37 


59.344 


-6.219 


58.442 


1 .00 


58.87 


B 


ATOM 


186 


o 


ALA 


37 


58.975 


-6 .499 


57.301 


1-00 


58.65 


B 


ATOM 


187 


N 


HIS 


38 


59.215 


-7.038 


59.479 


1 .00 


57.20 


B 


ATOM 


188 


CA 


HIS 


38 


58.638 


-8.378 


59. 411 


1 . 00 


54 .48 


B 


ATOM 


189 


CB 


HIS 


38 


59.315 


-9. 263 


60 . 513 


1 .00 


56.18 


B 


ATOM 


190 


CG 


HIS 


38 


59.436 


-8.582 


61.851 


1.00 


56.74 


B 


ATOM 


191 


CD2 


HIS 


38 


59.058 


-8.977 


63.092 


1.00 


57 .32 


B 


ATOM 


192 


NDl 


HIS 


38 


60.024 


-7.344 


62. 011 


1.00 


55.67 


B 


ATOM 


193 


CE1 


HIS 


38 


60. 005 


-7.006 


63 .288 


1 . 00 


56.12 


B 


ATOM 


194 


NE2 


HIS 


38 


59 .424 


-7. 980 


63.967 


1.00 


57.53 


B 


ATOM 


195 


C 


HIS 


38 


57.118 


-8.352 


59.615 


1.00 


51 .90 


B 


ATOM 


196 


o 


HIS 


38 


56. 642 


-8.343 


60 .754 


1.00 


52 . 05 


B 


ATOM 


197 


N 


SER 


39 


56. 356 


-8.350 


58.523 


1 . 00 


47.82 


B 


ATOM 


198 


CA 


SER 


39 


54 . 893 


-8.320 


58.619 


1.00 


44.47 


B 


ATOM 


199 


CB 


SER 


39 


54.255 


-8.336 


57.219 


1.00 


43.58 


B 


ATOM 


200 


OG 


SER 


39 


52.837 


-8.377 


57.305 


1.00 


37.62 


B 


ATOM 


201 


C 


SER 


39 


54.303 


-9.468 


59.435 


1.00 


43 .06 


B 


ATOM 


202 


O 


SER 


39 


54.681 


-10.624 


59.246 


1 .00 


42.78 


B 


ATOM 


203 


N 


ILE 


40 


53.373 


-9.144 


60.334 


1 .00 


41.07 


B 


ATOM 


204 


CA 


ILE 


40 


52.727 


-10.162 


61.157 


1.00 


39.33 


B 


ATOM 


205 


CB 


ILE 


40 


52.660 


-9.761 


62.665 


1. 00 


39.17 


B 


ATOM 


206 


CG2 


ILE 


40 


54.063 


-9.542 


63.215 


1.00 


38.53 


B 


ATOM 


207 


CGI 


ILE 


40 


51.824 


-8.511 


62.858 


l.OO 


39.67 


B 


ATOM 


208 


CD1 


ILE 


40 


51.496 


-8.238 


64.319 


1.00 


38.82 


B 


ATOM 


209 


C 


ILE 


40 


51.314 


-10.456 


60.663 


1.00 


38.28 


B 


ATOM 


210 


O 


ILE 


40 


50.591 


-11.249 


61.265 


1.00 


37.83 


B 


ATOM 


211 


N 


VAL 


41 


50.932 


-9.837 


59.550 


1.00 


38.34 


B 


ATOM 


212 


CA 


VAL 


41 


49.597 


-10.047 


59.000 


1.00 


38.90 


B 


ATOM 


213 


CB 


VAL 


41 


48-792 


-8.724 


58. 956 


1 .00 


39.34 


B 


ATOM 


214 


CGI 


VAL 


41 


47.421 


-8.971 


58.345 


1 .00 


38.41 


B 


ATOM 


215 


CG2 


VAL 


41 


48. 648 


-8.154 


60.360 


1 .00 


38.28 


B 


ATOM 


216 


C 


VAL 


41 


49 - 535 


-10. 683 


57. 612 


1 .00 


38.55 


B 


ATOM 


217 


O 


VAL 


41 


50.184 


-10.243 


56.661 


1.00 


36.24 


B 


ATOM 


218 


N 


GLU 


42 


48.728 


-11.729 


57.513 


1.00 


40.08 


B 


ATOM 


219 


CA 


GLU 


42 


48.528 


-12.433 


56.255 


1.00 


42.70 


B 


ATOM 


220 


CB 


GLU 


42 


48.931 


-13.916 


56.393 


1-00 


45.52 


B 


ATOM 


221 


CG 


GLU 


42 


50.403 


-14.215 


56.163 


1.00 


47.68 


B 


ATOM 


222 


CD 


GLU 


42 


50.783 


-15.636 


56.578 


1.00 


50.75 


B 


ATOM 


223 


OE1 


GLU 


42 


49.991 


-16.576 


56.323 


1.00 


52.01 


B 


ATOM 


224 


0E2 


GLU 


42 


51.883 


-15.816 


57.151 


1.00 


51.85 


B 


ATOM 


225 


C 


GLU 


42 


47.050 


-12.338 


55.896 


1.00 


41.88 


B 


ATOM 


226 


O 


GLU 


42 


46.193 


-12.740 


56.683 


1.00 


42.51 


B 


ATOM 


227 


N 


CYS 


43 


46.754 


-11.798 


1 54.718 


1.00 


40.93 


B 


ATOM 


228 


CA 


CYS 


43 


45.372 


-11.670 


54.275 


1.00 


41.17 


B 


ATOM 


229 


CB 


CYS 


43 


45.102 


-10.237 


53.775 


1.00 


39.59 


B 


ATOM 


230 


SG 


CYS 


43 


44.959 


-9.008 


55.115 


1.00 


41.44 


B 


ATOM 


231 


C 


CYS 


43 


45.033 


-12.682 


53.185 


1.00 


42.27 


B 


ATOM 


232 


O 


CYS 


43 


45.736 


-12.781 


52.182 


1.00 


43.23 


B 
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ATOM 


233 


N 


ASP 


44 


43.953 


-13.435 


53 


.394 


1 


.00 


43.10 


B 


ATOM 


234 


CA 


ASP 


44 


43.504 


-14.444 


52 


.436 


1 


.00 


43.06 


B 


ATOM 


235 


CB 


ASP 


44 


43.392 


-15.831 


53 


.138 


1 


.00 
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-16.776 


60.866 


1.00 


46.47 


B 


ATOM 


378 


CZ 


ARG 


63 


50.526 


-15.711 


60.626 


1.00 


46.07 


B 
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PV 



ATOM 


379 


NH1 


ARG 


63 


ATOM 


380 


NH2 


ARG 


63 


ATOM 


381 


C 


ARG 


63 


ATOM 


382 


O 


ARG 


63 


ATOM 


383 


M 


LYS 


64 


ATOM 


384 


CA 


LYS 


64 


ATOM 


385 


CB 


LYS 


64 


ATOM 


386 


CG 


LYS 


64 


ATOM 


387 


CD 


LYS 


64 


ATOM 


388 


CE 


LYS 


64 


ATOM 


389 


NZ 


LYS 


64 


ATOM 


390 


C 


LYS 


64 


ATOM 


391 


O 


LYS 


64 


ATOM 


392 


N 


THR 


65 


ATOM 


393 


CA 


THR 


65 


ATOM 


394 


CB 


THR 


65 


ATOM 


395 


OG1 


THR 


65 


ATOM 


396 


CG2 


THR 


65 


ATOM 


397 


C 


THR 


65 


ATOM 


398 


o 


THR 


65 


ATOM 


399 


N 


TYR 


66 


ATOM 


400 


CA 


TYR 


66 


ATOM 


401 


CB 


TYR 


66 


ATOM 


402 


CG 


TYR 


66 


ATOM 


403 


CD1 


TYR 


66 


ATOM 


404 


CE1 


TYR 


66 


ATOM 


405 


CD2 


TYR 


66 


ATOM 


406 


CE2 


TYR 


66 


ATOM 


407 


CZ 


TYR 


66 


ATOM 


408 


OH 


TYR 


66 


ATOM 


409 


C 


TYR 


66 


ATOM 


410 


0 


TYR 


66 


ATOM 


411 


N 


THR 


67 


ATOM 


412 


CA 


THR 


67 


ATOM 


413 


CB 


THR 


67 


ATOM 


414 


OG1 


THR 


67 


ATOM 


415 


CG2 


THR 


67 


ATOM 


416 


C 


THR 


67 


ATOM 


417 


0 


THR 


67 


ATOM 


418 


N 


PHE 


68 


ATOM 


419 


CA 


PHE 


68 


ATOM 


420 


CB 


PHE 


68 


ATOM 


421 


CG 


PHE 


68 


ATOM 


422 


CD1 


PHE 


68 


ATOM 


423 


CD2 


PHE 


68 


ATOM 


424 


CE1 


PHE 


68 


ATOM 


425 


CE2 


PHE 


68 


ATOM 


426 


CZ 


PHE 


68 


ATOM 


427 


C 


PHE 


68 


ATOM 


428 


0 


PHE 


68 


ATOM 


429 


N 


ASP 


69 


ATOM 


430 


CA 


ASP 


69 


ATOM 


431 


CB 


ASP 


69 


ATOM 


432 


CG 


ASP 


69 


ATOM 


433 


OD1 


ASP 


69 


ATOM 


434 


OD2 


ASP 


69 


ATOM 


435 


C 


ASP 


69 


ATOM 


436 


0 


ASP 


69 


ATOM 


437 


N 


MET 


70 


ATOM 


438 


CA 


MET 


70 


ATOM 


439 


CB 


MET 


70 


ATOM 


440 


CG 


MET 


70 


ATOM 


441 


SD 


MET 


70 


ATOM 


442 


CE 


MET 


70 


ATOM 


443 


C 


MET 


70 


ATOM 


444 


0 


MET 


70 


ATOM 


445 


N 


VAL 


71 


ATOM 


446 


CA 


VAL 


71 


ATOM 


447 


CB 


VAL 


71 


ATOM 


448 


CGI 


VAL 


71 


ATOM 


449 


CG2 


VAL 


71 


ATOM 


450 


C 


VAL 


71 


ATOM 


451 


o 


VAL 


71 



4&CB3 



51.728 -15.613 61.178 1. 

50.090 -14.741 59.833 1.00 
46.976 -17.131 65.558 1.00 
46.410 -18.050 66.143 1.00 
46.356 -16.019 65.174 1.00 
44.931 -15.788 65.400 1.00 

44.737 -14.607 66.342 1.00 
45.236 -14.826 67.760 1.00 
44.174 -15.510 68.604 1.00 
44.488 -15.408 70.087 1.00 
43.325 -15.861 70.893 1.00 
44.316 -15.467 64.041 1.00 
44.811 -14.590 63.329 1.00 
43.253 -16.173 63.669 1.00 
42.619 -15.928 62.377 1.00 
42.784 -17.141 61.438 1.00 
44.171 -17.498 61.357 1.00 
42.279 -16.799 60.028 1.00 
41.133 -15.597 62.503 1.00 
40.440 -16.116 63.382 1.00 
40.648 -14.720 61.630 1.00 
39.244 -14.335 61.665 1.00 
39.045 -12.976 62.362 1.00 
39.783 -12.804 63.674 1.00 
41.158 -12.594 63.697 1.00 
41.829 -12.377 64.894 1.00 
39.094 -12.802 64.891 1.00 
39.753 -12.586 66.097 1.00 
41.121 -12.368 66.090 1.00 
41.781 -12.100 67.272 1.00 
38.666 -14.241 60.271 1.00 
39.355 -13.876 59.317 1.00 
37.387 -14.580 60.167 1.00 
36.678 -14.523 58.900 1.00 
35.789 -15.754 58.699 1.00 
36.607 -16.923 58.702 1.00 
35.043 -15.664 57.376 1.00 
35.787 -13.291 58.864 1.00 

35.036 -13.026 59.811 1.00 
35.899 -12.538 57.775 1.00 

35.091 -11.342 57.565 1.00 
35.942 -10.056 57.673 1.00 

36.634 -9.893 58.997 1.00 
37.873 -10.485 59.230 1.00 

36.037 -9.161 60.023 1.00 
38.501 -10.350 60.464 1.00 
36.662 -9.025 61.258 1.00 
37.894 -9.619 61.478 1.00 
34.492 -11.434 56.171 1.00 
34.955 -12.206 55.328 1.00 
33.470 -10.631 55.926 1.00 
32.805 -10.629 54.636 1.00 
31.660 -9.635 54.684 1.00 
30.623 -10.019 55.735 1.00 
30.578 -9.403 56.831 1.00 
29.865 -10.972 55.461 1.00 

33.738 -10.366 53.458 1.00 
33.455 -10.771 52.334 1.00 
34.861 -9.710 53.732 1.00 
35.865 -9.396 52.717 1.00 
35.424 -8.213 51.821 1.00 
34.283 -8.469 50.867 1.00 
33.894 -6.957 49.923 1.00 
32.083 -7.049 49.877 1.00 
37.141 -8.983 53.433 1.00 
37.098 -8.480 54.553 1.00 
38.274 -9.188 52.780 1.00 
39.553 -8.812 53.349 1.00 
40.291 -10.021 54.003 1.00 

39.635 -10.381 55.319 1.00 
40.264 -11.219 53.076 1.00 
40.398 -8.233 52.231 1.00 
40.363 -8.713 51.100 1.00 



47.55 


B 


45.86 


B 


37.75 


B 


36.32 


B 


37.15 


B 


35.14 


B 


36.48 


B 


37.70 


B 


40.04 


B 


40.04 


B 


40.98 


B 


33.82 


B 


35.17 


B 


31.23 


B 


30.10 


B 


32.25 


B 


32.66 


B 


33.40 


B 


28.24 


B 


28.59 


B 


24.28 


B 


22.45 


B 


19.03 


B 


16.05 


B 


11.74 


B 


13.31 


B 


15.60 


B 


13.06 


B 


15.20 


B 


19.72 


B 


22.39 


B 


21.02 


B 


23.76 


B 


25.75 


B 


24.72 


B 


28.23 


B 


24.97 


B 


26.39 


B 


26.22 


B 


26.28 


B 


27.23 


B 


25.89 


B 


27.52 


B 


26.70 


B 


26.12 


B 


25.62 


B 


25.03 


B 


25.92 


B 


27.19 


B 


27.43 


B 


26.71 


B 


27.55 


B 


27.61 


B 


28.58 


B 


27.66 


B 


28.48 


B 


27.41 


B 


27.23 


B 


28.30 


B 


28.88 


B 


30.69 


B 


31.73 


B 


36.68 


B 


34.73 


B 


28.83 


B 


29.82 


B 


27.33 


B 


26.23 


B 


27.99 


B 


28.32 


B 


28.60 


B 


25.01 


B 


24.55 


B 



- 128- 



& O 3 -9 ^Pdl 3 O SO ic 1 ! 



^^25PV 



ATOM 


452 


N 


PHE 


72 


41.146 


-7.191 


52.571 


1.00 


24.93 


B 


ATOM 


453 


CA 


PHE 


72 


42.005 


-6.475 


51.645 


1.00 


24.43 


B 


ATOM 


454 


CB 


PHE 


72 


41.444 


-5.076 


51.392 


1.00 


23.95 


B 


ATOM 


455 


CG 


PHE 


72 


40.024 


-5.059 


50.903 


1.00 


23.17 


B 


ATOM 


456 


CD1 


PHE 


72 


39.722 


-5.376 


49.583 


1.00 


22.75 


B 


ATOM 


457 


CD2 


PHE 


72 


38.991 


-4.680 


51.754 


1.00 


23.31 


B 


ATOM 


458 


CE1 


PHE 


72 


38.414 


-5.310 


49.113 


1.00 


23.87 


B 


ATOM 


459 


CE2 


PHE 


72 


37.679 


-4.612 


51.294 


1.00 


23.71 


B 


ATOM 


460 


cz 


PHE 


72 


37.389 


-4.927 


49.970 


1.00 


24.15 


B 


ATOM 


461 


c 


PHE 


72 


43.381 


-6,321 


52.266 


1.00 


25.11 


B 


ATOM 


462 


O 


PHE 


72 


43.522 


-5.683 


53.312 


1.00 


26.80 


B 


ATOM 


463 


N 


GLY 


73 


44.394 


-6.885 


51.621 


1.00 


24.77 


B 


ATOM 


464 


CA 


GLY 


73 


45.741 


-6.774 


52.142 


1.00 


23.03 


B 


ATOM 


465 


C 


GLY 


73 


46.352 


-5.450 


51.743 


1.00 


26.33 


B 


ATOM 


466 


O 


GLY 


73 


45.698 


-4.594 


51.141 


1.00 


26.76 


B 


ATOM 


467 


N 


ALA 


74 


47.626 


-5.284 


52.062 


1.00 


27.88 


B 


ATOM 


468 


CA 


ALA 


74 


48.335 


-4.054 


51.752 


1.00 


28.98 


B 


ATOM 


469 


CB 


ALA 


74 


49.690 


-4.074 


52.427 


1.00 


29.52 


B 


ATOM 


470 


C 


ALA 


74 


48.505 


-3.802 


50.260 


1.00 


29.91 


B 


ATOM 


471 


O 


ALA 


74 


49.037 


-2.773 


49.865 


1.00 


31.84 


B 


ATOM 


472 


N 


SER 


75 


48.051 


-4.726 


49.426 


1.00 


31.43 


B 


ATOM 


473 


CA 


SER 


75 


48.209 


-4.558 


47.982 


1.00 


34.31 


B 


ATOM 


474 


CB 


SER 


75 


48.382 


-5.914 


47.318 


1.00 


32.52 


"B 


ATOM 


475 


OG 


SER 


75 


49.088 


-6.785 


48.183 


1.00 


36.15 


B 


ATOM 


476 


C 


SER 


75 


46.994 


-3.858 


47.395 


1.00 


34.29 


B 


ATOM 


477 


O 


SER 


75 


47.066 


-3.236 


46.327 


1.00 


34.53 


B 


ATOM 


478 


N 


THR 


76 


45.882 


-3.963 


48.111 


1.00 


32.69 


B 


ATOM 


479 


CA 


THR 


76 


44.635 


-3.364 


47.675 


1.00 


32.77 


B 


ATOM 


480 


CB 


THR 


76 


43.530 


-3.549 


48.744 


1.00 


32.84 


B 


ATOM 


481 


OG1 


THR 


76 


43.612 


-4.863 


49.305 


1.00 


31.95 


B 


ATOM 


482 


CG2 


THR 


76 


42.158 


-3.380 


48.120 


1.00 


33.21 


B 


ATOM 


483 


C 


THR 


76 


44.803 


-1.870 


47.403 


1.00 


31.46 


B 


ATOM 


484 


O 


THR 


76 


45.305 


-1.134 


48.251 


1.00 


32.33 


B 


ATOM 


485 


N 


LYS 


77 


44.394 


-1.430 


46.218 


1.00 


29.15 


B 


ATOM 


486 


CA 


LYS 


77 


44.469 


-0.015 


45.875 


1.00 


27.33 


B 


ATOM 


487 


CB 


LYS 


77 


44.906 


0.155 


44.423 


1.00 


29.39 


B 


ATOM 


488 


CG 


LYS 


77 


46.342 


-0.341 


44.187 


1.00 


32.64 


B 


ATOM 


489 


CD 


LYS 


77 


46.949 


0.1BO 


42.884 


1.00 


36.59 


B 


ATOM 


490 


CE 


LYS 


77 


46.241 


-0.349 


41.627 


1.00 


38.03 


B 


ATOM 


491 


NZ 


LYS 


77 


44.818 


0.106 


41.501 


1.00 


38.31 


B 


ATOM 


492 


C 


LYS 


77 


43.096 


0.625 


46.134 


1.00 


25.52 


B 


ATOM 


493 


O 


LYS 


77 


42.127 


-0.088 


46.371 


1.00 


23.25 


B 


ATOM 


494 


N 


GLN 


78 


43.018 


1.956 


46.115 


1.00 


24.22 


B 


ATOM 


495 


CA 


GLN 


78 


41.759 


2.652 


46.398 


1.00 


22.43 


B 


ATOM 


496 


CB 


GLN 


78 


41.935 


4.177 


46.226 


1.00 


22.53 


B 


ATOM 


497 


CG 


GLN 


78 


43.014 


4.799 


47.088 


1.00 


21.23 


B 


ATOM 


498 


CD 


GLN 


78 


42.603 


4.953 


48.539 


1.00 


20.15 


B 


ATOM 


499 


OE1 


GLN 


78 


42.235 


3.988 


49.192 


1.00 


18.03 


B 


ATOM 


500 


NE2 


GLN 


78 


42.661 


6.178 


49.045 


1.00 


21.65 


B 


ATOM 


501 


C 


GLN 


78 


40.624 


2.177 


45.504 


1.00 


22.10 


B 


ATOM 


502 


O 


GLN 


78 


39.533 


1.839 


45.986 


1.00 


20.46 


B 


ATOM 


503 


N 


ILE 


79 


40.898 


2.153 


44.203 


1.00 


21.56 


B 


ATOM 


504 


CA 


ILE 


79 


39.929 


1.746 


43.194 


1.00 


23.67 


B 


ATOM 


505, 


CB 


ILE 


79 


40.590 


1.749 


41.774 


1.00 


23.18 


B 


ATOM 


506 


CG2 


ILE 


79 


41.716 


0.732 


41.715 


1.00 


24.28 


B 


ATOM 


507 


CGI 


ILE 


79 


39.574 


1.416 


40.705 


1.00 


21.98 


B 


ATOM 


508 


CD1 


ILE 


79 


38.563 


2.492 


40.470 


1.00 


23.15 


B 


ATOM 


509 


C 


ILE 


79 


39.303 


0.366 


43.475 


1.00 


25.91 


B 


ATOM 


510 


O 


ILE 


79 


38.142 


0.120 


43.122 


1.00 


26.57 


B 


ATOM 


511 


N 


ASP 


80 


40.061 


-0.527 


44.107 


1.00 


24.45 


B 


ATOM 


512 


CA 


ASP 


80 


39.547 


-1.857 


44.416 


1.00 


25.05 


B 


ATOM 


513 


CB 


ASP 


80 


40.694 


-2.832 


44.721 


1.00 


25.59 


B 


ATOM 


514 


CG 


ASP 


80 


41.691 


-2.928 


43.588 


1.00 


26.46 


B 


ATOM 


515 


OD1 


ASP 


80 


41.248 


-2.925 


42.414 


1.00 


26.20 


B 


ATOM 


516 


OD2 


ASP 


80 


42.912 


-3.016 


43.877 


1.00 


27.35 


B 


ATOM 


517 


C 


ASP 


80 


38.612 


-1.809 


45.611 


1.00 


24.84 


B 


ATOM 


518 


O 


ASP 


80 


37.638 


-2.553 


45.686 


1.00 


23.83 


B 


ATOM 


519 


N 


VAL 


81 


38.924 


-0.934 


46.556 


1.00 


25.12 


B 


ATOM 


520 


CA 


VAL 


81 


38.102 


-0.794 


47.742 


1.00 


25.00 


B 


ATOM 


521 


CB 


VAL 


81 


38.749 


0.174 


48.750 


1.00 


22.43 


B 


ATOM 


522 


CGI 


VAL 


81 


37.698 


0.713 


49.716 


1.00 


21.58 


B 


ATOM 


523 


CG2 


VAL 


81 


39.855 


-0.555 


49.509 


1.00 


20.63 


B 


ATOM 


524 


C 


VAL 


81 


36.753 


-0.250 


47.320 


1.00 


27.16 


B 
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ATOM 


525 


0 


VAL 


81 


35.707 


-0.746 


47.747 


1.00 27.22 


B 


ATOM 


526 


N 


TYR 


82 


36.792 


0.769 


46.464 


1.00 27.98 


B 


ATOM 


527 


CA 


TYR 


82 


35.580 


1.406 


45.987 


1.00 28.04 


B 


ATOM 


528 


CB 


TYR 


82 


35.922 


2.661 


45.125 


1.00 27.34 


B 


ATOM 


529 


CG 


TYR 


82 


34.681 


3.366 


44.637 


1.00 26.71 


B 


ATOM 


530 


GDI 


TYR 


82 


34.262 


3.252 


43.315 


1.00 26.63 


B 


ATOM 


531 


CS1 


TYR 


82 


33.054 


3.808 


42.893 


1.00 29.11 


B 


ATOM 


532 


CD2 


TYR 


82 


33.866 


4.063 


45.529 


1.00 27.27 


B 


ATOM 


533 


CE2 


TYR 


82 


32.660 


4.620 


45.128 


1.00 28.67 


B 


ATOM 


534 


cz 


TYR 


82 


32.257 


4.488 


43.809 


1.00 30.95 


B 


ATOM 


535 


OH 


TYR 


82 


31.047 


5.021 


43.418 


1.00 34.58 


B 


ATOM 


536 


C 


TYR 


82 


34.705 


0.454 


45.183 


1.00 29.38 


B 


ATOM 


537 


0 


TYR 


82 


33.498 


0.322 


45.448 


1.00 28.44 


B 


ATOM 


538 


N 


ARG 


83 


35.312 


-0.212 


44.206 


1.00 30.12 


B 


ATOM 


539 


CA 


ARG 


83 


34.569 


-1.136 


43.365 


1.00 32.33 


B 


ATOM 


540 


CB 


ARG 


83 


35.475 


-1.667 


42.238 


1.00 32.84 


B 


ATOM 


541 


CG 


ARG 


83 


35.814 


-0.610 


41.177 


1.00 36.78 


B 


ATOM 


542 


CD 


ARG 


83 


36.995 


-1.024 


40.298 


1.00 39.59 


B 


ATOM 


543 


ME 


ARG 


83 


36.692 


-2.180 


39.459 


1.00 45.16 


B 


ATOM 


544 


CZ 


ARG 


83 


36.158 


-2.110 


38.242 


1.00 46.77 


B 


ATOM 


545 


NH1 


ARG 


83 


35.870 


-0.930 


37.706 


1.00 47.42 


B 


ATOM 


546 


NH2 


ARG 


83 


35.897 


-3.226 


37.567 


1.00 47.17 


B 


ATOM 


547 


C 


ARG 


83 


33.930 


-2.291 


44.142 


1.00 32.86 


B 


ATOM 


548 


0 


ARG 


83 


32.786 


-2.658 


43.866 


1.00 34.02 


B 


ATOM 


549 


N 


SER 


B4 


34.648 


-2.834 


45.125 


1.00 32.13 


B 


ATOM 


550 


CA 


SER 


84 


34.159 


-3.959 


45.933 


1.00 30.95 


B 


ATOM 


551 


CB 


SER 


84 


35.347 


-4.712 


46.558 


1.00 32.34 


B 


ATOM 


552 


OG 


SER 


84 


36.301 


-5.060 


45.568 


1.00 37.12 


B 


ATOM 


553 


C 


SER 


84 


33.186 


-3.593 


47.046 


1.00 29.09 


B 


ATOM 


554 


0 


SER 


84 


32.151 


-4.241 


47.225 


1.00 29.03 


B 


ATOM 


555 


N 


VAL 


85 


33.522 


-2.570 


47.815 


1.00 27.74 


B 


ATOM 


556 


CA 


VAL 


85 


32.652 


-2.176 


48.911 


1.00 27.01 


B 


ATOM 


557 


CB 


VAL 


85 


33.481 


-1.800 


50.165 


1.00 25.48 


B 


ATOM 


558 


CGI 


VAL 


85 


32.566 


-1.623 


51.354 


1.00 24.98 


B 


ATOM 


559 


CG2 
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15.026 41.647 1.00 26.19 B 

13.883 41.099 1.00 30.31 B 

12.859 41.784 1.00 31.25 B 

14.014 39.991 1.00 30.25 B 

12.943 39.575 1.00 29.93 B 

13.477 38.601 1.00 30.66 B 

14.116 37.360 1.00 32.82 B 

14.757 36.522 1.00 37.02 B 

15.558 37.085 1.00 37.94 B 

14.460 35.309 1.00 39.71 B 

11.704 38.977 1.00 28.41 B 

10.755 38.623 1.00 28.40 B 

11.716 38.853 1.00 27.73 B 

10.574 38.303 1.00 26.98 B 

10.919 36.940 1.00 25.80 B 

11.144 35.841 1.00 28.03 B 

11.422 34.487 1.00 33.17 B 

11.654 33.510 1.00 35.80 B 

11.411 34.389 1.00 33.91 B 

10.110 39.257 1.00 27.19 B 

9.117 38.997 1.00 28.14 B 

10.814 40.372 1.00 27.13 B 

10.445 41.336 1.00 28.16 B 

11.498 42.458 1.00 29.19 B 

11.577 43.061 1.00 31.28 B 

10.525 43.470 1.00 31.52 B 

12.695 43.125 1.00 33.01 B 

9.068 41.925 1.00 27.22 B 

8.865 42.551 1.00 27.12 B 

8.093 41.704 1.00 26.27 B 

8.143 40.760 1.00 25.74 B 

6.733 42.217 1.00 25.42 B 

5.928 41.431 1.00 25.20 B 

6.926 41.158 1.00 25.28 B 

6.586 43.734 1.00 25.10 B 
5.514 44.284 1.00 25.70 B 
7.659 44.414 1.00 25.55 B 
7.615 45.870 1.00 24.12 B 

8.393 46.358 1.00 23.33 B 
7.835 45.985 1.00 24.01 B 
8.699 46.613 1.00 21.35 B 

6.394 46.474 1.00 25.49 B 
8.216 46.497 1.00 23.99 B 
8.338 47.728 1-00 24.50 B 

8.587 45.650 1.00 21.97 B 
9.155 46.129 1.00 23.50 B 
9.710 44.958 1.00 19.96 B 
8.097 46.896 1.00 24.12 B 
6.914 46.552 1.00 24.63 B 
8.546 47.931 1.00 25.21 B 
7.646 48.763 1.00 23.61 B 
7.541 48.387 1.00 23.90 B 
8.030 47.344 1.00 25.12 B 
6.887 49.261 1.00 22.33 B 
6.662 49.055 1.00 19.60 B 
5.962 50.295 1.00 17.94 B 
5.984 50.232 1.00 15.17 B 
4.531 50.381 1.00 13.85 B 
3.883 51.712 1.00 11.57 B 
7.941 48.751 1.00 19.64 B 
7.995 47.789 1.00 17.27 B 
8.971 49.566 1.00 19.64 B 

10.229 49.377 1.00 19.00 B 

11.219 50.486 1.00 18.34 B 

12.595 50.188 1.00 19.49 B 

10.669 51.838 1.00 18.91 B 

11.447 53.086 1.00 18.92 B 

10.867 47.991 1.00 17.37 B 

10.888 47.207 1.00 15.94 B 

11.382 47.662 1.00 16.74 B 

11.311 48.259 1.00 16.29 B 

11.963 46.318 1.00 17.68 B 

12.305 46.132 1.00 14.17 B 
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42 . 502 


13 . 070 


64 - 323 
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.00 


18 . 78 


B 


ATOM 


X / JU 


O 


SER 
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41 . 934 


12 . 255 


63 . 598 
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.00 


19 . 24 


B 


ATOM 
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X / Jl 


N 
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z J J 


43 • 051 


12 . 726 


65 . 480 
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.00 


17 . 77 


B 


ATOM 
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X / Jz 


CA 


SER 


in 

Z J J 


43 . 019 


11 .340 


cc ar\A 

bb . yu4 


1 


.00 


16 . 56 


B 


ATOM 


1 17 7 

X / J J 


CB 


SER 


m 

Z J J 


A A 7 Q7 

44 . JoJ 


10 • 932 


cc XQC 

bb . 4y b 


1 


.00 


18 . 00 


B 


ATOM 


1734 


OG 


SER 


">1 7 
Z J J 


44 . 509 


11 . 362 


67 . 846 


1 


.00 


17 . 89 


B 


ATOM 


1735 


C 


SER 


*>7 7 
Z J J 


41 . 935 


11 . 141 


66 • 943 


1 


.00 


17 . 20 


B 


ATOM 


1736 


O 


SER 
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Z J J 


41. 413 


10 . 035 


67 . 110 


1 


.00 


13 . 55 


B 


ATOM 


1737 


N 
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67 . 609 
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.00 
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12 . 352 


71 . 169 
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.00 
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42 - 547 


12 . 392 


71 . 767 
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.00 


25 .39 


B 
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1742 


NE 
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42 . 847 


13 . 651 


72 . 455 
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.00 


28 .46 


B 
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1743 
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43 . 898 


13 .844 


73 . 255 
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18.439 
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13.272 
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14.026 


ATOM 


1835 


CA 
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12.700 
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CG 
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CD 
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10.702 



13.424 60.424 1.00 20.37 B 

12.370 59.566 1.00 19.17 B 

12.224 60.619 1.00 21.91 B 

11.043 60.320 1.00 21.18 B 

12.886 60.324 1.00 21.76 B 

12.246 59.587 1.00 22.83 B 

12.024 60.475 1.00 25.08 B 

13.241 61.323 1.00 27.25 B 

11.717 59.601 1.00 24.91 B 

13.052 58.366 1.00 21.64 B 

13.986 58.450 1.00 24.16 B 

12.683 57.232 1.00 23.48 B 

13.331 55.943 1.00 23.45 B 

13.139 55.002 1.00 22.63 B 

13.923 53.722 1.00 20.75 B 

13.667 52.785 1.00 19.42 B 

14.928 53.458 1.00 20.63 B 

14.403 51-596 1.00 21.05 B 

15.676 52.268 1.00 21.14 B 

15.413 51.334 1.00 19.84 B 

12.669 55.321 1.00 24.62 B 

11.482 54.983 1.00 24.57 B 
13.430 55.178 1.00 24.38 B 
12.910 54.596 1.00 23.26 B 
13.249 55.480 1.00 22.32 B 
12.724 56.786 1.00 21.48 B 
13.447 53.199 1.00 23.92 B 
14.568 52.865 1.00 23.73 B 
12.622 52.382 1.00 25.40 B 
12.995 51.022 1.00 25.45 B 
12.349 49.985 1.00 26.85 B 
10.856 50.249 1.00 26.88 B 
12.595 48.579 1.00 26.95 B 
12.513 50.787 1.00 25.56 B 
11.321 50.856 1.00 25.33 B 
13.454 50.536 1.00 26.85 B 
13.130 50.302 1.00 26.02 B 
13.997 51.182 1.00 26.36 B 
13.814 52.557 1.00 26.94 B 
13.612 50.995 1.00 28.00 B 
13.352 48.832 1.00 27.35 B 
14.311 48.217 1.00 26.21 B 
12.451 48.263 1.00 28.40 B 
12.564 46.861 1.00 28.65 B 
11.407 46.017 1.00 28.29 B 
11.746 44.534 1.00 27.94 B 
11.156 46.392 % 1.00 29.06 B 
10.046 45.592 1.00 25.36 B 
12.538 46.721 1.00 29.68 B 
11.512 46.966 1.00 30.63 B 
13.672 46.358 1.00 31.77 B 
13.744 46.158 1.00 32.56 B 
15.175 46.421 1.00 33.70 B 
15.570 47.864 1.00 34.78 B 
15.500 48.785 1.00 35.77 B 
16.132 48.511 1.00 36.48 B 
16.392 49.765 1.00 35.67 B 
16.018 49.958 1.00 35.06 B 
13.383 44.693 1.00 33.70 B 
14.020 43.798 1.00 33.29 B 
12.366 44.448 1.00 34.30 B 
11.910 43.087 1.00 34.70 B 

10.483 42.944 1.00 34.85 B 
10.441 43.100 1.00 35.80 B 

8.805 43.321 1.00 36.13 B 

8.537 45.032 1.00 32.87 B 

11.985 42.628 1.00 34.49 B 

11.757 43.402 1.00 33.49 B 

12.313 41-352 1.00 35.05 B 

12.449 40.769 1.00 36.99 B 

13-947 40.750 1.00 38.69 B 

14.227 40.117 1.00 43.46 B 

15.729 39.856 1.00 45.60 B 
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GLU 
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ATOM 
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ATOM 
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CA 
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ATOM 
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ATOM 
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CG 
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ATOM 
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246 10.795 16.556 

246 10.619 18.031 

246 12.654 11.889 

246 13.324 12.387 

247 11.864 10-841 
247 11.706 10.240 
247 12.209 8.806 
247 11-710 7.990 
247 12.621 6.820 
247 12.293 6.035 
247 13.670 6.692 
247 10.228 10.299 

247 9-369 10.193 

248 9.940 10.498 
248 8.563 10.587 
248 8.344 11.889 
248 8.754 13.025 
248 6.877 12.050 
248 8.240 9.381 

248 8.959 9.095 

249 7.158 8.678 
249 6.751 7.515 
249 5.642 6.728 
249 4.458 7.531 
249 6.078 6.345 
249 6.233 7.952 

249 6.178 9.145 

250 5.857 6.979 
250 5.343 7.253 
250 5.340 5.970 
250 4.228 5.029 
250 5.173 6.343 
250 5.286 5.169 
250 3.922 7.805 

250 3.320 8.197 

251 3.402 7.834 
251 2.059 8.353 
251 1.319 7.437 
251 0.719 6.208 
251 0.222 5.335 
251 0.735 6.121 
251 2.097 9.778 

251 1.052 10.349 

252 ' 3.297 10.339 
252 3.445 11.684 
252 3.519 11.749 

252 3.592 12.839 

253 3.489 10.584 
253 3.555 10.504 
253 2.989 9.156 
253 3.0B3 8.942 
253 2.805 7.498 
253 2.837 7.204 
253 2.558 6.655 
253 4.996 10.659 

253 5.948 10.301 

254 5.148 11.187 
254 6.471 11.394 
254 6.633 12.854 
254 6.950 13.761 
254 6.866 15.232 
254 7.184 15.575 
254 6.493 16.043 
254 6.817 10.497 

254 6.111 10.466 

255 7.918 9.763 
255 8.416 8.869 
255 8.880 7.522 
255 7.888 6.755 
255 8.584 5.548 
255 6.658 6.322 
255 9.603 9.591 
255 10.599 9.886 



41.148 1.00 48.45 B 

40.940 1.00 46.59 B 

39.353 1.00 36.70 B 

38.452 1.00 36.63 B 

39.166 1.00 36.80 B 

37.854 1.00 37.12 B 

37.866 1.00 37.24 B 

39.036 1.00 37.73 B 

39.347 1.00 38.20 B 

40.262 1.00 37.07 B 

38.677 1,00 38.76 B 

37.498 1.00 36.40 B 

38.365 1.00 35.41 B 

36.219 1.00 37.67 B 

35.746 1.00 39.02 B 

34.920 1.00 39.40 B 

35.693 1.00 40.65 B 

34.543 1.00 40.08 B 

34.863 1.00 39.45 B 

33.902 1.00 39.20 B 

35.187 1.00 39.85 B 

34.407 1.00 40.93 B 

35.119 1.00 41.31 B 

35.190 1.00 40.33 B 

36.527 1.00 39.92 B 
33.039 1.00 41.94 B 
32.736 1.00 41.92 B 
32.214 1.00 43.64 B 
30.875 1.00 43.57 B 
30.004 1.00 43.38 B 
30.465 1.00 41.86 B 
28.510 1.00 41.89 B 
27.560 1.00 39.31 B 

30.983 1.00 44.06 B 

29.984 1.00 43.16 B 
32.209 1.00 45.37 B 
32.493 1.00 47.36 B 
33.502 1.00 47.52 B 
32.852 1.00 46.95 B 
33.595 1.00 46.42 B 
31.606 1.00 46.77 B 
33.061 1.00 48.00 B 
33.377 1.00 49.62 B 
33.195 1.00 48.57 B 
33.725 1.00 48.41 B 
35.243 1.00 49.25 B 
35.823 1.00 48.30 B 
35.890 1.00 49.52 B 
37.349 1.00 49.94 B 
37.839 1.00 51.87 B 
39.349 1.00 55.20 B 
39.764 1.00 57.60 B 
40.981 1.00 58.27 B 
38.875 1.00 58.42 B 
37.835 1.00 49.08 B 
37.136 1.00 47.88 B 
39.043 1.00 48.18 B 
39.610 1.00 48.03 B 
40.000 1.00 48.74 B 
38.827 1.00 51.39 B 
39.193 1.00 53.81 B 
40.356 1.00 54.50 B 
38.313 1.00 54.20 B 
40.797 1.00 46.73 B 
41.805 1.00 46.07 B 
40.651 1.00 45.44 B 
41.689 1.00 43.34 B 
41.069 1.00 42.70 B 
40.138 1.00 42.10 B 

39.528 1.00 41.93 B 
40.919 1.00 42.42 B 
42.329 1.00 42.63 B 
41.662 1.00 40.70 B 
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1981 
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CG 
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ATOM 


1984 


OD1 


ASP 



256 9.484 9.890 

256 10.540 10.594 

256 9.994 11.865 

256 9.445 12.851 

256 8.899 11.487 

256 11.192 9.691 

256 10.516 9.123 

257 12.507 9.542 
257 13.237 8.718 
257 13.712 7.370 
257 14.482 7.490 
257 14.612 6.108 
257 15.566 6.085 
257 15.142 6.972 
257 14.408 9.497 

257 15.100 10.227 

258 14.618 9.345 
258 15.677 10.066 
258 15.077 10.988 
258 16.181 11.791 
258 14.021 11.949 
258 13.168 12.703 
258 16.695 9.136 

258 16.386 8.400 

259 17.917 9.182 
259 18.975 8.359 
259 20.055 9.163 

259 20.561 10.161 

260 20.410 8.731 
260 21.441 9.412 
260 20.834 10.042 
260 21.805 10.848 
260 21.119 11.342 
260 22.049 12.181 
260 21.341 12.724 
260 22-545 8.419 

260 22.284 7.303 

261 23.780 8.837 
261 24.932 8.009 
261 25.693 7.741 
261 27.111 7.23 6 
261 27.114 5.939 
261 27.730 7.054 
261 25.828 8.720 

261 26.258 9.850 

262 26.099 8.063 
262 26.970 8.640 
262 26.336 8.512 
262 24.943 9.103 
262 23.957 8.381 



262 24.855 10.420 

262 28.327 7.929 

262 28.399 6.697 

263 29.394 8.717 
263 30.759 8.200 
263 31.482 8.723 
263 30.717 8.283 
263 31.255 8.961 
263 30.812 6.754 
263 31.411 8.688 

263 31.712 9.873 

264 31.614 7.774 
264 32.183 8.128 
264 31.335 7.529 
264 31.752 8.115 
264 29.858 7.772 
264 33.627 7.696 

264 33.952 6.513 

265 34.478 8.667 
265 35.880 8.419 
265 36.771 9.484 
265 38.258 9.279 
265 38.583 8.741 



43.617 1.00 41.65 B 

44.326 1.00 41.53 B 

45.040 1-00 42.73 B 

44.013 1.00 41.79 B 

46.028 1.00 43.14 B 

45.357 1.00 40.91 B 

46.216 1.00 42.52 B 

45.255 1.00 38.10 B 

46.200 1.00 35.97 B 

45.525 1.00 37.07 B 

44.219 1.00 35.97 B 

43.592 1.00 34.96 B 

42.412 1.00 36.06 B 

41.303 1.00 38.19 B 

46.777 1.00 34.33 B 

46.074 1.00 35.94 B 

48.074 1.00 31.24 B 
48.747 1.00 27.10 B 
49.842 1.00 28.34 B 
50.516 1.00 26.47 B 
49.203 1.00 27.71 B 
50.214 1.00 25.91 B 
49.382 1.00 24.38 B 
50.314 1.00 22.26 B 
48.872 1.00 22.97 B 
49.422 1.00 22.93 B 
50.135 1.00 22.70 B 
49.609 1.00 21.85 B 
51-339 1.00 21.39 B 
52.112 1.00 21.77 B 
53.411 1.00 20.00 B 
54.262 1.00 17.18 B 
55.534 1.00 16.09 B 
56.417 1.00 16.97 B 
57.641 1.00 15.85 B 
52.469 1.00 21.92 B 
52.938 1.00 22.32 B 
52.236 1.00 19.52 B 
52.520 1.00 17.05 B 
51.235 1.00 14.85 B 
51.385 1.00 14.96 B 
52.165 1.00 12.47 B 
50.019 1.00 12.11 B 
53.519 1.00 17.96 B 
53.284 1.00 16.25 B 
54.643 1.00 18.12 B 
55.670 1.00 IB. 04 B 
57.080 1.00 15.45 B 
57.152 1.00 17.34 B 
57.282 1.00 17.52 B 
57.070 1.00 17.02 B 
55.664 1.00 18.26 B 

55.735 1.00 16.87 B 
55.564 1.00 18.04 B 

55.560 1.00 17.90 B 
54.339 1.00 15.70 B 

53.075 1.00 17.05 B 
51.853 1.00 16-38 B 
52.929 1.00 18.46 B 
56.849 1.00 18.79 B 
56.992 1.00 20.38 B 
57.794 1.00 18.49 B 
59.093 1.00 18.30 B 
60.228 1.00 18.68 B 

61.561 1.00 17.56 B 
59.955 1.00 21.14 B 
59.333 1.00 19.31 B 
59.210 1.00 19.80 B 
S9.680 1.00 17.61 B 
59.995 1.00 15.36 B 
59.355 1.00 14.42 B 
59.658 1.00 16.29 B 

60.736 1.00 19.48 B 
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9.677 58.832 1.00 16.17 B 
8.507 61.528 1.00 15.62 B 
9.593 62.086 1-00 17.19 B 
7.367 62.205 1.00 13.53 B 
7.357 63.666 1.00 12.99 B 
5.913 64.239 1.00 9.90 B 
5.339 63.898 1.00 12.88 B 
3.881 64.374 1.00 12.44 B 
6.185 64.542 1.00 11.19 B 
7.783 64.240 1.00 11.25 B 
7.867 63.532 1.00 7.77 B 
8.059 65.539 1.00 10.58 B 
8.422 66.284 1.00 13.04 B 
9.029 67.634 1.00 11.27 B 
7.125 66.507 1.00 14.13 B 
6.077 66.718 1.00 16.34 B 
7.190 66.475 1.00 14.85 B 
5.999 66.688 1.00 17.83 B 
5.198 67.909 1.00 20.15 B 
5.760 68.978 1.00 21.52 B 
3.878 67.773 1.00 20.60 B 
3.017 68.878 1.00 23.05 B 
1.721 68.324 1.00 20.23 B 
1.099 67.442 1.00 17.43 B 

2.678 69.941 1.00 26.49 B 
1.969 70.903 1.00 27.04 B 
3.171 69.781 1.00 29.47 B 
2.887 70.743 1.00 32.95 B 
3.432 70.210 1.00 32.65 B 
4.968 70.193 1.00 30.27 B 
5.656 68.963 1.00 30.89 B 
6.908 68.911 1.00 32.19 B 
4.961 68.052 1.00 28.80 B 
3.472 72.129 1.00 36.87 B 
4.681 72.277 1-00 39.21 B 
2.613 73.143 1.00 40.27 B 
3.062 74.515 1.00 42.68 B 
2.131 75.222 1.00 43.15 B 
2.244 74.621 1.00 45.39 B 
3.337 74.540 1.00 46.39 B 
1.109 74.210 1.00 43.39 B 
3.093 75.331 1.00 43.55 B 
2.746 74.833 1.00 43.93 B 

11.864 79.666 1.00 44.94 B 

12.252 78.558 1 . 00 45.22 B 

13.086 77.476 1.00 48.29 B 

14.276 78-074 1.00 50.68 B 

14.106 78.796 1.00 51.76 B 

15.488 77.774 1.00 51.75 B 

11.016 77.897 1.00 42.90 B 

10.182 77.315 1.00 42.06 B 

10.914 77.995 1.00 40.12 B 

9.794 77.424 1.00 36.62 B 

9-146 78.479 1.00 37.65 B 

8.154 79.325 1.00 38.70 B 

10.252 79.390 1.00 36.64 B 

11.252 78.657 1.00 36.28 B 

10.200 76.230 1.00 33.35 B 

11.356 76.100 1.00 34.53 B 

9.252 75.342 1.00 27.16 B 

9.564 74.199 1.00 23.25 B 

9.052 72.954 1.00 20.82 B 

9.721 71.712 1.00 19.85 B 

10.208 70.878 1.00 19.66 B 

9.737 71.576 1.00 17.37 B 

8.912 74.459 1.00 20.79 B 

7.735 74.170 1.00 18.65 B 

9.694 75.042 1.00 19.57 B 

9.216 75.379 a. 00 19.29 B 

10.366 75.901 1.00 19.26 B 

9.942 76.312 1.00 19.65 B 

8.891 77.423 1.00 20.79 B 

8.339 77.754 1.00 21.88 B 
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CI 
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ATOM 


2653 


C2 


1 - 7 
x — / 
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s 
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1.00 42.11 


s 
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0 
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31 
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1 ftft 1 O O A 

1 . UU lo . 94 


s 
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o 


HOH 


33 


47 . Z 71 


O MO 

— / . o / y 
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s 
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2693 


o 
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34 
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33 . 372 
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s 


ATOM 
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Q 


HOH 


35 
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17 QC1 
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C1 CA O 
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s 
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o 


HOH 
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Ac con 
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3 . X03 
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4b . 4b3 
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s 


ATOM 


2696 


o 


HOH 


7ft 
30 


A") 1 7C 


n oa c 
-U . o4 b 


72 . 113 


•I nn 1 a on 
1.00 14.70 


s 


ATOM 


2697 


0 


HOH 


■a q 


ci IftA 
31 . 3U4 


c ooo 

3 . Z3 Z 


60 . 441 


1 ftft T il ft C 

1.00 24.96 


s 


ATOM 


2698 


0 


HOH 


40 


34.806 


13 . 087 


70 . 806 


1 00 32 37 


3 


ATOM 


2699 


0 


HOH 


41 


19.156 


14.294 


56.441 


1.00 28.63 


s 


ATOM 


2700 


o 


HOH 


46 


44.126 


0.351 


55.876 


1.00 28.55 


s 


ATOM 


2701 


0 


HOH 


47 


20.432 


7.836 


62.530 


1.00 16.12 


s 


ATOM 


2702 


0 


HOH 


48 


31.643 


24.934 


63.575 


1.00 31.65 


s 


ATOM 


2703 


0 


HOH 


50 


45.290 


17.359 


64.325 


1.00 15.86 


s 


ATOM 


2704 


0 


HOH 


53 


41.790 


5.942 


40.546 


1.00 28.37 


s 


ATOM 


2705 


o 


HOH 


54 


38.452 


4.419 


47.214 


1.00 14.56 


s 


ATOM 


2706 


0 


HOH 


55 


52.009 


4.613 


57.096 


1.00 35.87 


s 


ATOM 


2707 


0 


HOH 


57 


51.429 


6.864 


39.244 


1.00 27.91 


s 


ATOM 


2708 


0 


HOH 


58 


22.685 


19.136 


43.047 


1.00 29.36 


s 


ATOM 


2709 


0 


HOH 


61 


39.044 


12.519 


58.483 


1.00 28.94 


s 


ATOM 
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o 


HOH 


67 


45.314 


-7.264 


72.406 


1.00 17.23 


s 


ATOM 


2711 


o 


HOH 


69 


46.768 


-2.040 


64.134 


1.00 23.58 


s 


ATOM 


2712 


0 


HOH 


71 


45.298 


18.821 


48.751 


1.00 30.98 


s 


ATOM 


2713 


0 


HOH 


79 


45.903 


11.457 


63.308 


1.00 21.87 


s 


ATOM 


2714 


0 


HOH 


83 


29.506 


-5.557 


49.394 


1.00 32.50 


s 
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oc 
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O 
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cc *>i n 


1 c ceo 
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O 
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91 
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a 
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o 
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i o at c 
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SO »*± 1 


S 
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o 
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94 
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X . UU 


AH Q*7 
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S 
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o 


HOH 


98 
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3 .892 


49 . 946 


X . uu 


1 1 ni 
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s 


ATOM 
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0 


HOH 


100 


41 .671 


15. 312 


56 . 323 


i nn 


31 . Z± 


s 


ATOM 


2722 


o 


HOH 


101 


52 . 876 


0 .835 


68. 812 


1 • 00 


j ^ . /y 


s 


ATOM 


2723 


0 


HOH 


105 


37.722 


2 .513 


73 . 490 


t nn 
1 . UU 


36 . 02 


s 


ATOM 


2724 


0 


HOH 


109 


27 . 450 


25 .927 


61 - 040 


i nn 
1 . OD 


42 . 15 


s 


ATOM 


2725 


0 


HOH 


111 


39 . 804 


17 .000 


76 .527 


1 . 00 


>i n n*a 
40 . 03 


s 


ATOM 


2726 


0 


HOH 


117 


2 . 532 


6.263 


36,270 


1 .00 


22 . 77 


s 


ATOM 


2727 


o 


HOH 


119 


43 .756 


2 . 932 


43 - 574 


1 . 00 


30 .63 


s 


ATOM 


2728 


0 


HOH 


124 


41.324 


9 . 248 


61 - 513 


t nn 
X . uu 


en cr\ 
5U ■ oO 


s 


ATOM 




o 


HOH 


1 oo 
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11 fit: c 




i nn 
JL • uu 






ATOM 


2730 


o 


HOH 


129 


47.480 


9.402 


61.725 


1.00 


20.53 


s 


ATOM 


2731 


o 


HOH 


130 


27.022 


14.663 


58.188 


1.00 


21.56 


s 


ATOM 


2732 


o 


HOH 


131 


38.009 


11.637 


34.970 


1.00 


36.04 


s 


ATOM 


2733 


0 


HOH 


135 


21.462 


18.078 


39.253 


1.00 


49.42 


s 


ATOM 


2734 


o 


HOH 


136 


50.206 


-0.381 


68.977 


1.00 


28.73 


s 


ATOM 


2735 


o 


HOH 


142 


43.209 


19.312 


57.176 


1.00 


32.90 


s 


ATOM 


2736 


o 


HOH 


144 


27.420 


-13.840 


56.585 


1.00 


40.61 


s 


ATOM 


2737 


o 


HOH 


145 


56.085 


3.298 


61.538 


1.00 


27.46 


s 


ATOM 


2738 


o 


HOH 
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45.044 


22.181 


54.899 


1.00 


33.67 


s 


ATOM 


2739 
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HOH 


149 


47.168 


9.785 


68.295 


1.00 


32.20 


s 


ATOM 


2740 


o 


HOH 
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35.221 


13.107 


56.556 


1.00 


39.71 


s 


ATOM 
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HOH 
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35.697 
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ATOM 
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28.68 


s 


ATOM 
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0 


HOH 
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22.716 


28.692 


55.723 


1.00 


38.12 


s 


ATOM 


2745 


0 


HOH 


164 


29.077 


26.837 


62.948 


1.00 


37.04 


s 



END 
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TABLE 3 



REMARK refinement resolution: 50.0 - 2.5 A 
REMARK final r= 0.2461 free_r= 0.3007 
REMARK rmsd bonds= 0.007673 rmsd angles- 1.23268 

REMARK sg= P2 (1) 2 <1) 2 (1) a= 68.9 b= 79.4 c= 158.8 alpha= 90- beta= 90. gamma= 90. 
REMARK FILENAME^" Compound 2-7_3pb.pdb" 
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24 43.304 -3.210 

24 43.313 -2.442 

25 44.392 -3.820 
25 45.699 -3.637 
25 46.410 -4.991 
25 48.111 -4.890 
25 46.545 -2.696 

25 46.587 -2.820 

26 47.218 -1.754 
26 48.053 -0.807 
26 48.130 0.526 
26 48.388 0.384 
26 49.107 1.591 
26 50.554 1.433 
26 51.379 1.390 
26 50.910 1.502 
26 52.677 1.209 
26 49.463 -1.341 

26 49.917 -2.224 

27 50.170 -0.806 
27 49.674 0.092 
27 51.536 -1.244 
27 51.734 -0.805 
27 50.945 0.468 
27 52.508 -0.555 

27 52.115 0.329 

28 53.773 -0.968 
28 54.807 -0.381 
28 56.045 -1.290 
28 55.770 -2.659 
28 55.424 -3.709 
28 55.849 -2.899 
28 55.162 -4.976 
28 55.588 -4.165 
28 55.244 -5.204 
28 55.240 0.974 

28 55.458 1.127 

29 55.369 1.955 
29 55.791 3.289 
29 55.477 4.303 
29 55.889 3.818 
29 57.068 3.614 
29 54.909 3.633 
29 57.285 3.275 

29 57.973 2.293 

30 57.779 4.361 
30 59.185 4.452 
30 59.466 5.837 
30 60.555 5.909 
30 60-401 7.199 
30 61.935 5.810 
30 60.136 4.167 

30 61.206 3.611 

31 59.736 4.545 
31 60.565 4.326 
31 59-999 5.104 
31 60.671 2.846 

31 61.757 2.345 

32 59.537 2.153 
32 59.492 0.734 
32 58.038 0.275 
32 57.338 0.752 
32 55.831 0.607 
32 55.174 0.723 
32 55.302 0.383 
32 60.232 -0.143 

32 61.090 -0.930 

33 59.897 -0.008 
33 60.550 -0.803 
33 59.936 -0.502 
33 59.972 0.964 
33 59.329 1.183 
33 60.032 0.459 



55.736 1.00 27.05 B 

56.712 1.00 27.85 B 

55.274 1.00 29.51 B 

55.890 1.00 32.32 B 

56.027 1.00 30.86 B 

56.627 1.00 32.54 B 

55.045 1.00 33.84 B 

53.831 1.00 35.92 B 

55.694 1.00 34.94 B 

54.967 1.00 37.11 B 

55.723 1.00 37.77 B 

57.222 1.00 37.85 B 

57.802 1.00 36.08 B 

57.704 1.00 35.38 B 

58.747 1.00 35.56 B 

59.982 1.00 32.33 B 

58.551 1.00 37.10 B 

54.751 1.00 38.55 B 
55.460 1.00 38.07 B 

53.752 1.00 40.05 B 
52.693 1.00 41.26 B 

53.467 1.00 42.07 B 
52.021 1.00 42.46 B 
51.961 1.00 41.54 B 
54.418 1.00 43.29 B 
55.170 1.00 43.49 B 
54.380 1.00 45.75 B 
55.233 1.00 47.49 B 
55.308 1.00 46.30 B 
55.861 1.00 45.96 B 
55.015 1.00 45.49 B 
57.230 1.00 45.19 B 
55.526 1.00 44.86 B 
57.751 1.00 44.92 B 
56.897 1.00 43.96 B 
54.686 1.00 49.68 B 
53.484 1.00 50.76 B 
55.572 1.00 51.78 B 
55.164 1.00 53.98 B 
56.268 1.00 52.37 B 
57.647 1.00 51.95 B 
57.918 1.00 51.68 B 
58.526 1.00 50.23 B 
54.841 1.00 56.89 B 
55.111 1.00 57.68 B 
54.257 1.00 59.05 B 
53.882 1.00 60.93 B 
53.293 1.00 60.81 B 
52.218 1.00 61.25 B 
51.429 1.00 61.39 B 
52.856 1.00 61.13 B 
55.047 1.00 62.80 B 
54.852 1.00 63.36 B 
56.257 1.00 64.56 B 
57.440 1.00 66.24 B 
58.617 1.00 64.93 B 
57.798 1.00 68.38 B 
5B.088 1.00 69.26 B 
57.781 1.00 69.84 B 
58.107 1.00 71.88 B 
58.225 1.00 70.67 B 
59.487 1.00 67.99 B 
59.412 1.00 65.98 B 

60.468 1.00 65.36 B 
58.301 1.00 62.48 B 
57.097 1.00 74.40 B 
57.472 1.00 74.92 B 
55.816 1.00 76.35 B 
54.779 1.00 78.32 B 
53.407 1.00 79.77 B 
53.010 1.00 83.18 B 
51.645 1.00 85.46 B 
50.589 1.00 87.40 B 
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-16 .346 


56 
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56 
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-15 .305 


57 


58 . 860 
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57 
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-20.909 
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52.493 


-19.086 
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51.055 
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50.732 
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62 


51.371 


-17.993 


62 


50.421 
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62 
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-17.016 
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49.129 
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63 
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64.059 1.00 42.26 B 

63.170 1.00 42.93 B 

63.922 1.00 44.63 B 

63.156 1.00 44.21 B 

63.976 1.00 45.18 B 

63.069 1.00 47.32 B 

62.016 1.00 48.93 B 

60.831 1.00 48.81 B 

60.548 1.00 49.29 B 

59.928 1.00 50.89 B 

65.298 1.00 46.43 B 

65.420 1.00 47.02 B 

66.331 1.00 48.25 B 

67.711 1.00 50.92 B 

68.512 1.00 50.31 B 

68.631 1.00 50.23 B 

67.810 1.00 50.24 B 

68.412 1.00 53.34 B 

69.538 1.00 53.13 B 

67.726 1.00 57.17 B 

68.303 1.00 61.42 B 

67.868 1.00 64.33 B 

67.715 1.00 65.05 B 

67.672 1.00 66.22 B 

67.272 1.00 68.09 B 

65.777 1.00 69.96 B 
65.084 1.00 70.41 B 
65.288 ' 1.00 71.01 B 
63.873 1.00 70.64 B 
63.704 1.00 71.42 B 

64.778 1.00 71.92 B 
64.777 1.00 72.30 B 
64.522 1.00 72.27 B 
62.973 1.00 70.34 B 
63.450 1.00 69.85 B 
61.667 1.00 69.38 B 
60.669 1.00 68.14 B 
59.268 1.00 68.25 B 
60.742 1.00 66.52 B 
60.433 1.00 66.64 B 
61.150 1.00 64.49 B 
61.270 1.00 62.67 B 
61.798 1.00 62.19 B 
62.197 1.00 61.33 B 
61.307 1.00 59.84 B 
63.410 1.00 60.73 B 
62.201 1.00 61.33 B 
62.005 1.00 60.81 B 
63.211 1.00 59.03 B 
64.179 1.00 57.28 B 
65.134 1.00 57.38 B 
66.164 1.00 57.92 B 
67.172 1.00 58.61 B 
68.245 1.00 58.86 B 
69.333 1.00 59.92 b 
64.968 1.00 55.75 B 
65.574 1.00 55.85 B 
64.953 1.00 52.88 B 

65.666 1.00 50.87 B 
64.967 1.00 50.80 B 

63.667 1.00 48.16 B 
65.796 1.00 50.20 B 
65.245 1.00 49.59 B 
66-547 1.00 49.11 B 
66.752 1.00 48.21 B 
68.248 1.00 48.08 B 
68.858 1.00 48.30 B 
66.010 1.00 48.13 B 
65.703 1.00 47.13 B 
65.712 1.00 47.13 B 
64.998 1.00 45.05 B 
63.481 1.00 44.51 B 
62.925 1.00 44.98 B 
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17.761 40.150 1.00 24.71 B 

16.433 40.518 1.00 24.05 B 

14.585 42.065 1.00 24.74 B 

15.351 41.207 1.00 26.04 B 

13.968 40.931 1.00 31.94 B 

12.927 41.579 1.00 32.64 B 

14-131 39.838 1.00 32.66 B 

13.078 39.394 1.00 33.32 B 

13.669 38.502 1.00 34.68 B 

14.201 37.178 1.00 39.01 B 

14.964 36.442 1.00 42.74 B 

16.100 36.867 1.00 44.33 B 

14.422 35.458 1.00 43.63 B 

11.879 38.700 1.00 32.67 B 

10.930 38.348 1.00 31.45 B 

11.926 38.500 1.00 32.62 B 

10.815 37.871 1.00 33.28 B 

11.246 36.561 1.00 35.75 B 

11.496 35.420 1.00 39.64 B 

11.680 34.082 1.00 42.49 B 

12.139 33.119 1.00 43.56 B 

11.367 33.996 1.00 45.44 B 

10.280 38.808 1.00 33.23 B 

9.297 38.511 1.00 33.33 B 

10.934 39.951 1.00 32.98 B 

10.516 40.912 1.00 32.86 B 

11.544 42.045 1.00 34.15 B 

11.564 42.699 1.00 35.32 B 

10.477 43.030 1.00 36.91 B 

12.665 42.882 1.00 36.83 B 

9.129 41.485 1.00 33.07 B 

8.928 42.114 1.00 32.52 B 

8.152 41.268 1.00 32.43 B 

8.278 40.533 1.00 32.63 B 

6.782 41.757 1.00 30.77 B 

6.029 41.102 1.00 31.15 B 
7.073 41.005 1.00 31.37 B 
6.673 43.283 1.00 30.54 B 
5.688 43.845 1.00 31.07 B 
7.691 43.953 1.00 28.68 B 
7.684 45.407 1.00 26.49 B 
8.461 45.918 1.00 24.68 B 
7.961 45.497 1.00 25.57 B 
8.782 46.221 1.00 24.29 B 
6.481 45.843 1.00 26.94 B 
8.248 46.008 1.00 26.30 B 
8.285 47.228 1.00 26.84 B 
8.672 45.145 1.00 24.55 B 
9.217 45.572 1.00 25.15 B 
9.562 44.352 1.00 24.26 B 
8.215 46.453 1.00 25.64 B 
7.034 46.201 1.00 27.86 B 
8.706 47.485 1.00 26.27 B 
7.822 48.379 1.00 24.63 B 
7.705 48.038 1.00 24.63 B 
8.224 47.013 1.00 23.91 B 

7.030 48.910 1.00 22.69 B 
6.816 48.704 1.00 21.86 B 
6.028 49.898 1.00 21.68 B 
5.945 49.745 1.00 20.01 B 
4.628 49.971 1.00 20.31 B 
3.865 51.246 1.00 16.89 B 
8.103 48.481 1.00 20.87 B 
8.228 47.495 1.00 19.45 B 
9.053 49.405 1.00 20.74 B 

10.309 49.297 1.00 19.78 B 

11.273 50.436 1.00 19.46 B 

12.581 50.302 1.00 23.46 B 

10.616 51.792 1.00 19.18 B 

11.398 53.011 1.00 20.13 B 

11.016 47.929 1.00 19.32 B 

11.258 47.255 1.00 18.78 B 

11.340 47.499 1.00 18.18 B 
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11.158 48.127 1.00 15.47 B 

12.008 46.198 1.00 17.79 B 

12.321 46.105 1.00 15.58 B 

11.255 46.946 1.00 16.71 B 

11.135 45.040 1.00 20.22 B 

11.625 44.080 1.00 21.41 B 

9.829 45.135 1.00 22.72 B 

8.927 44.075 1.00 22.41 B 

7.534 44.270 1.00 21.69 B 

7.433 43.951 1.00 20.35 B 

6.072 44.347 1.00 17.89 B 

6.020 44.275 1.00 17.83 B 

5.905 43.142 1.00 18.07 B 
5.818 41.987 1.00 19.38 B 

5.906 43.156 1.00 18.54 B 
8.829 44.007 1.00 22.14 B 
8.890 42.942 1.00 23.68 B 
8.678 45.154 1.00 22.12 B 
8.566 45.203 1.00 25.57 B 
8,360 46.662 1.00 25.67 B 
7.236 47.234 1.00 27.07 B 
8.100 46.700 1.00 27.35 B 
9.797 44.614 1.00 26.55 B 
9.675 43.809 1.00 26.69 B 

10.982 45.017 1.00 27.11 B 

12.213 44.523 1.00 26.17 B 

13.424 45.209 1.00 26.20 B 

13.605 46.690 1.00 26.65 B 

14.723 47.280 1.00 25.28 B 

13.896 46.849 1.00 24.93 B 

12.320 43.018 1.00 25.73 B 

12.725 42.333 1.00 25.93 B 

11.941 42.514 1.00 25.67 B 

12.001 41.081 1.00 26.55 B 
11.743 40.813 1.00 25.96 B 
11.804 39.364 1.00 26.57 B 
10.841 38.415 1.00 28.59 B 
12.974 38.739 1.00 29.67 B 
12.731 37.467 1.00 29.67 B 
11.443 37.245 1.00 28.28 B 
10.973 40.322 1.00 26.86 B 
11.199 39.181 1.00 28.03 B 

9.844 40.965 1.00 24.80 B 

8.780 40.326 1.00 25.14 B 

7.436 40.994 1.00 27.48 B 

6.834 40.563 1.00 30.52 B 

6.417 39.102 1.00 34.29 B 

5.475 38.711 1.00 34.96 B 

7.116 38.287 1.00 35.49 B 

9.017 40.317 1.00 22.70 B 

8.528 39.440 1.00 21.46 B 

9.766 41.297 1.00 21.92 B 

10.062 41.365 1.00 22.81 B 

10.888 42.620 1.00 22.20 B 

11.423 42.533 1.00 22.62 B 

10.024 43.872 1.00 21.94 B 
10.793 45.177 1.00 20.22 B 
10.824 40.114 1.00 24.31 B 
10.525 39.544 1.00 24.61 B 
11.803 39.693 1.00 26.83 B 
12.611 38.511 1.00 28.06 B 
13.857 38.439 1.00 26.87 B 
14.861 39.536 1.00 27.89 B 
15.630 39.545 1.00 29.48 B 

15.002 40.592 1.00 28.77 B 
16.518 40.592 1.00 28.27 B 
15.890 41.647 1.00 28.13 B 
16.646 41.646 1.00 30.04 B 
11.778 37.238 1.00 28.29 B 

12.025 36.253 1.00 28.71 B 
10.786 37.273 1.00 29.40 B 

9.909 36.122 1.00 31.01 B 

9.129 36.297 1.00 32.65 B 



- 174- 



0^ i&03«^fc$: 



603 <^&5, 1H.O ^ZTStl =? 

PV 



ATOM 


1014 


CG 


GLU 


145 


JU • SO f 


ATOM 


1015 


CD 


GLU 


145 


in one 


ATOM 


1016 


OE1 GLU 


145 


31 . 043 


ATOM 


1017 


OE2 GLU 


145 


3Q Q"7*7 
43* . 3F / / 


ATOM 


1018 


C 


GLU 


145 


3C OC"a 


ATOM 


1019 


u 


GLU 




oc on 
. z3 / 


ATOM 


1020 


M 

N 


T VP 

JjYS 




40 . J40 


ATOM 


1021 


CA 


LYS 


1 AG. 
ISO 


oc oco 
43 • ZD? 


ATOM 


1022 


CB 


LYS 


ISO 


OK 1 OO 


ATOM 


1023 


CG 


LYS 


1 A PL 


oc icn 

£D . J3U 


ATOM 


1024 


CD 


LYS 


J.4D 


OC O/l 1 
ZD . 443 


ATOM 


1025 


CE 


LYS 


iso 


OO OO Q 
A / - 440 


ATOM 


1026 


NZ 


LYS 


IS O 


OC Q*1 O 

40 . yiy 


ATOM 


1027 


C 


LYS 


I^C 

J.1D 


o i ana 

£3. yu o 


ATOM 


1028 


O 


LYS 


1 ^ C 


23 .171 


ATOM 


1029 


N 


LEU 


1 AT 
14 / 


23 . 577 


ATOM 


1030 


CA 


LEU 


147 


OO 1 AO 
4 4 . 3UZ 


ATOM 


1031 


CB 


LEU 


i ah 
is / 


oi o >i c 

Zl . /SO 


ATOM 


1032 


CG 


LEU 


IS i 


01 Tir 


ATOM 


1033 


CL/JL 


LEU 


IS / 


il • UDU 


ATOM 


1034 


CD2 


LEU 


147 


on note 


ATOM 


1035 


r* 
t~ 


LEU 


147 


oo A'\ fl 

4 4 ■ SIO 


ATOM 


1036 




T T7TT 
LULU 


147 


o-t ceo 

41 . JOZ 


ATOM 


1037 




mun 

InK 


1 dp 
is o 


o*J A*75 
A J • S / 3 


ATOM 


1038 


CA 


THR 


ISO 


£3 ■ l\J±. 


ATOM 


1039 




'PUD 


14 o 




ATOM 


1040 




THR 


148 


oc n*7d 

43 • U / S 


ATOM 


1041 




THR 


148 


44 . DOS 


ATOM 


1042 




THR 


ISO 


OO AHA 
44 .SOS 


ATOM 


1043 


O 


THR 


148 


oo 191 

44 . 143 


ATOM 


1044 


XI 


ASP 


149 


OI QCO 
41 » OOO 


ATOM 


1045 




ASP 


IS 7 


"3fk con 

4U . D7U 


ATOM 


1046 


pQ 

V»o 




IS 7 


41 . 1U1 


ATOM 


1047 




HOD 


-J. ft 17 


0 0 ncc 

44 . U03 


ATOM 


1048 


OD1 


ASP 


1SZ7 


OO OOO 
44 . 474 


ATOM 


1049 


OD2 


ASP 


1 A Q 


00 Ron 
44 . oyu 


ATOM 


1050 


C 


ASP 


IS? 


1 0 001 

lj • 041 


ATOM 


1051 


0 


ASP 


IS 37 


1 O lOO 


ATOM 


1052 


N 


ASN 


13U 


1 O CC/I 
IS . 33S 


ATOM 


1053 


CA 


ASN 




1 O OIO 
lO. /j4 


ATOM 


1054 


CB 


ASM 


13U 


1 O *j OO 
17 . 44 / 


ATOM 


1055 


CG 


ASN 


J.OU 


1 0 noi 

iy . u j 1 


ATOM 


1056 


OD1 


ASM 


icn 
IjU 


10 1 *>>i 

l3> 134 


ATOM 


1057 


ND2 


ASN 


icn 
IjU 


1 d ocn 
10. sou 


ATOM 


1058 


C 


ASN 


13v 


1 *7 occ 

1 / • 4D3 


ATOM 


1059 


O 


ASN 




1 C VI O C 
10.930 


ATOM 


1060 


N 


GLY 


JLDX 


1 C OKI 


ATOM 


1061 


CA 


GLY 




1 C CDC 
13 . JOj 


ATOM 


1062 


/■* 

C 


GLY 


131 


1 C T OC 
13 . J. 373 


ATOM 


1063 


O 


GLY 


131 


1 >i ni i 
14. U1J 


ATOM 


1064 


N 


THR 


1 1? 3 

lj£ 


1 c 1 on 
10 . 1 yu 


ATOM 


1065 


CA 


THR 


13a 


1 c ocn 
13 .you 


ATOM 


1066 


CB 




134 


1 c cm 
10 . Do / 


ATOM 


1067 


OG1 


THR 


13Z 


1 c 1 A 1 
lb . 14J 


ATOM 


1068 


CG2 


THR 


13£ 


1 C 1 QO 
lb, 1.04 


ATOM 


1069 


C 


THR 


1 CO 

13Z 


1 C CM 
J.O. 3 3 / 


ATOM 


1070 


O 


THR 


152 


17.753 


ATOM 


1071 


N 


GLU 


153 


is!657 


ATOM 


1072 


CA 


GLU 


153 


16.083 


ATOM 


1073 


CB 


GLU 


153 


14.902 


ATOM 


1074 


CG 


GLU 


153 


15.290 


ATOM 


1075 


CD 


GLU 


153 


15.645 


ATOM 


1076 


OE1 


GLU 


153 


16.309 


ATOM 


1077 


OE2 


GLU 


153 


15.256 


ATOM 


1078 


C 


GLU 


153 


16.601 


ATOM 


1079 


O 


GLU 


153 


16.024 


ATOM 


1080 


N 


PHE 


154 


17.676 


ATOM 


1081 


CA 


PHE 


154 


18.247 


ATOM 


1082 


CB 


PHE 


154 


19.221 


ATOM 


1083 


CG 


PHE 


154 


20.478 


ATOM 


1084 


CD1 


PHE 


154 


21.634 


ATOM 


1085 


CD 2 


PHE 


154 


20.502 


ATOM 


1086 


CE1 


PHE 


154 


22.804 



9.938 36.056 1.00 38.99 B 

10.197 34.578 1.00 43.44 B 

10.987 34.246 1.00 45.83 B 

9.603 33.752 1.00 45.50 B 

8.926 35.940 1.00 31.44 B 

8.754 34.841 1.00 30.51 B 

8.290 37.033 1.00 31.75 B 

7.310 37.012 1.00 33.61 B 

6.629 38-381 1.00 34.03 B 

5.717 38.695 1.00 38.09 B 

5.107 40.086 1.00 40.00 B 

3.958 40.263 l.OO 43.91 B 

2.818 39.352 1.00 43.76 B 

7.882 36.624 1.00 33.97 B 

7.276 35.840 1.00 33.52 B 

9.046 37.176 1.00 33.52 B 

9.689 36.892 1.00 32.92 B 
10.320 38.175 1.00 31.38 B 

9.359 39.302 1.00 32.23 B 

10.138 40.585 1.00 31.01 B 

8.569 38.883 1.00 32.23 B 

10.749 35.794 1.00 32.85 B 

11.609 35.669 1.00 33.29 B 

10.666 34.992 1.00 33-48 B 

11.636 33.921 1.00 35.96 B 

11.236 33.036 1.00 36.22 B 

12.218 32.008 1.00 37.20 B 

9.871 32.381 1.00 38.66 B 

11.879 33.014 1.00 36.52 B 

13.021 32.772 1.00 35.06 B 

10.806 32.514 1.00 35.79 B 

10.923 31.648 1.00 35.29 B 

11.265 30.206 1.00 36.06 B 

10.249 29.607 1.00 37.80 B 

9.196 30.243 1.00 40.41 B 

10.500 28.496 1.00 36.11 B 

9.657 31.646 1.00 34.60 B 

9.184 30.592 1.00 31.15 B 
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7.923 32.948 1.00 35.52 B 

7.041 34.102 1.00 32.56 B 

7.690 35.452 1.00 32.34 B 
8.903 35.579 1.00 29.46 B 
6.877 36.475 1.00 31.14 B 
8.292 33.154 1.00 36.96 B 
7.431 33.447 1.00 37.74 B 
9.578 32.996 1.00 37.37 B 

10.044 33.153 1.00 37.75 B 

10.351 34.585 1.00 39.12 B 

10.490 34.903 1.00 39.41 B 

10.455 35.455 1.00 40.74 B 

10.748 36.860 1.00 42.40 B 

9.674 37.772 1.00 42.88 B 

8.375 37.365 1.00 46.42 B 

9.891 39.221 1.00 43.02 B 

12.108 37.216 1.00 42.92 B 

12.303 37.176 1.00 45.15 B 

13.050 37.539 1.00 41.16 B 

14.390 37.910 1.00 39.15 B 

15.350 37.865 1.00 41.46 B 

16.742 37.456 1.00 46.88 B 

16.826 35.983 1.00 50.26 B 

17.808 35.591 1.00 54.28 B 

15.920 35.216 1.00 50.49 B 

14.273 39.336 1.00 35.77 B 

13.550 40.143 1.00 34.39 B 

14.986 39.649 1.00 32.19 B 

14.903 40.985 1.00 29.64 B 

13.731 41.036 1.00 26.07 B 

13.959 40.244 1.00 22.24 B 

14.413 40.870 1.00 19.12 B 

13.725 38.873 1.00 19.79 B 

14.627 40.140 1.00 20.17 B 
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N 


HIS 


ATOM 


1495 


CA 


HIS 


ATOM 


1496 


CB 


HIS 


ATOM 


1497 


CG 


HIS 


ATOM 


1498 


CD2 


HIS 


ATOM 


1499 


ND1 


HIS 


ATOM 


1500 


CE1 


HIS 


ATOM 


1501 


NE2 


HIS 


ATOM 


1502 


C 


HIS 


ATOM 


1503 


O 


HIS 


ATOM 


1504 


N 


ASM 


ATOM 


1505 


CA 


ASN 


ATOM 


1506 


CB 


ASN 


ATOM 


1507 


CG 


ASN 


ATOM 


1508 


0D1 


ASN 


ATOM 


1509 


ND2 


ASN 


ATOM 


1510 


C 


ASN 


ATOM 


1511 


0 


ASN 


ATOM 


1512 


N 


LYS 


ATOM 


1513 


CA 


LYS 


ATOM 


1514 


CB 


LYS 


ATOM 


1515 


CG 


LYS 


ATOM 


1516 


CD 


LYS 


ATOM 


1517 


CE 


LYS 


ATOM 


1518 


NZ 


LYS 


ATOM 


1519 


C 


LYS 


ATOM 


1520 


O 


LYS 


ATOM 


1521 


N 


ASP 


ATOM 


1522 


CA 


ASP 


ATOM 


1523 


CB 


ASP 


ATOM 


1524 


CG 


ASP 



199 24.066 22.838 

199 22.971 22.550 

200 25.040 23.441 
200 24.896 23.815 
200 26.037 24.746 
200 26.005 26.135 
200 24.757 26.925 
200 23.659 26.576 
200 24.873 27.896 
200 24.874 22.612 

200 25.434 21.564 

201 24.217 22.787 
201 24.124 21.752 
201 22.709 21.189 
201 22.207 20.582 
201 20.816 19.998 
201 20.137 19.825 
201 20.408 19.710 
201 24.479 22.393 

201 23.681 23.115 

202 25.687 22.127 
202 26.130 22.689 
202 27.679 22,715 
202 28.087 23.275 
202 28.286 23-582 
202 28.222 22.967 
202 25.572 21.888 

202 25.703 20.678 

203 24.948 22.583 
203 24.371 21.944 
203 23.228 22.804 
203 22.157 22.925 
203 22.701 22.174 
203 25.448 21.741 

203 26.217 22.637 

204 25.500 20.541 
204 26.467 20.222 
204 27.136 18.859 
204 28.393 18.718 
204 27.468 18.729 
204 25.677 20.178 

204 24.887 19.261 

205 25.891 21.188 
205 25.197 21.318 
205 25.199 22.792 
205 24.641 23.716 
205 25.233 24.333 
205 23.297 24.019 
205 23.086 24.777 
205 24.244 24.981 
205 25.790 20.450 

205 25.084 20.022 

206 27.094 20.201 
206 27.779 19.381 
206 28.178 20.229 
206 28.999 21.455 
206 30.130 21.339 
206 28.428 22.641 
206 29.007 18.712 

206 29.233 18.805 

207 29.787 18.029 
207 30.983 17.338 
207 31.357 16.232 
207 31.892 16.726 
207 31.938 15.585 
207 32.889 15.877 
207 34.314 15.937 
207 32.155 18.298 

207 32.990 18.121 

208 32.199 19.320 
208 33.264 20.313 
208 33.316 21.061 
208 33.664 20.156 



58.729 1.00 36.33 B 

58.228 1.00 35.86 B 

58.053 1.00 35.51 B 

56.653 1.00 37.46 B 

56.234 1.00 40.69 B 

56.868 1.00 49.20 B 

56.502 1.00 51.96 B 

56.990 1.00 54.11 B 

55.722 1.00 54.04 B 

55.717 1.00 36.14 B 

56.015 1.00 35.01 B 

54.575 1.00 35.47 B 

53.559 1.00 34.36 B 

53.483 1.00 34.40 B 



54.773 


1-00 34.93 


Q 


54.626 


1.00 36.86 


B 


55.665 


1.00 37.44 


B 


53.476 


1.00 36.10 


B 


52.226 


1.00 34.09 


B 


51.657 


1.00 33.70 


B 


51.740 


1-00 33.17 


B 


50.472 


1.00 32.42 


B 


50.357 


1.00 33.25 


B 


49.002 


1.00 31.31 


B 


51.465 


1.00 33.81 


B 


52.849 


1.00 36.54 


B 


49.305 


1.00 31.15 


B 


49.257 


1.00 33.14 


B 


48.361 


1.00 29.99 


B 


47.185 


1.00 27.86 


B 


46.572 


1.00 27.52 


B 


47.516 


1.00 27.78 


B 


45.284 


1.00 26.79 


B 


46.130 


1.00 27.11 


B 


45.853 


1.00 26.94 


B 


45.560 


1.00 27.55 


B 


44.517 


1.00 27.42 


B 


44.781 


1.00 25.01 


B 


43.941 


1.00 23.11 


B 


46.250 


1.00 23.76 


B 


43.207 


1.00 29.81 


B 


42.983 


1.00 30.56 


B 


42.364 


1.00 30.97 


B 


41.079 


1.00 33.24 


B 


40.649 


1.00 33.42 


B 


41.687 


1.00 34.00 


B 


42.739 


1.00 33.05 


B 


41.771 


1.00 33.23 


B 



42.832 1.00 33.03 B 

43.437 1.00 32.48 B 

39.969 1.00 33.72 B 

39.061 1.00 32.22 B 

40.048 1.00 35.23 B 

39.055 1.00 36.89 B 

37.837 1.00 37.95 B 

38.213 1.00 41.34 B 

38.697 1.00 43.10 B 

37.993 1.00 38.53 B 

39.666 1.00 36.43 B 
40.864 1.00 36.95 B 
38.834 1.00 36.70 B 
39.297 1.00 37.65 B 
38.314 1.00 38.65 B 
36.977 1.00 41.42 B 
35.966 1.00 45.62 B 
34.814 1.00 47.44 B 
35.262 1.00 47.37 B 
39.464 1.00 38.02 B 
40.340 1.00 38.46 B 
38.618 1.00 38.91 B 

38.667 1.00 40.47 B 
37.338 1.00 42.51 B 
36.192 1.00 44.26 B 
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£5PV 



ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 



1525 

1526 

1527 

1528 

1529 

1530 

1531 

1532 

1533 

1534 

1535 

1536 

1537 

1538 

1539 

1540 

1541 

1542 

1543 

1544 

1545 

1546 

1547 

1548 

1549 

1550 

1551 

1552 

1553 

1554 

1555 

1556 

1557 

1558 

1559 

1560 

1561 

1562 

1563 

1564 

1565 

1566 

1567 

1568 

1569 

1570 

1571 

1572 

1573 

1574 

1575 

1576 

1577 

1578 

1579 

1580 

1581 

1582 

1583 

1584 

1585 

1586 

1587 

1588 

1589 

1590 

1591 

1592 

1593 

1594 

1595 

1596 

1597 



OD1 ASP 
OD2 ASP 
C ASP 
O ASP 
N GLU 
CA GLU 
CB GLU 
CG GLU 
CD GLU 
OEl GLU 
OE2 GLU 
C GLU 
O GLU 
N VAL 
CA VAL 
CB VAL 
CGI VAL 
CG2 VAL 
C VAL 
O VAL 
N TYR 
CA TYR 
CB TYR 
CG TYR 
CD1 TYR 
CB1 TYR 
CD2 TYR 
CE2 TYR 
CZ TYR 
TYR 
TYR 
TYR 
GLN 



OH 
C 
O 
N 



CA GLN 
CB GLN 
CG GLN 
CD GLN 
OE1 GLN 
NE2 GLN 
C GLN 
O GLN 
N ILE 
CA ILE 
CB ILE 
CG2 ILE 
CGI ILE 
GDI ILE 
C ILE 
O ILE 
N LEU 
CA LEU 
CB LEU 
CG LEU 
CD1 LEU 
CD2 LEU 
C LEU 
O LEU 
N GLU 



CA GLU 
CB GLU 
CG GLU 
CD GLU 
OE1 GLU 
OE2 GLU 
C GLU 



GLU 
LYS 



CA LYS 

CB LYS 

CG LYS 

CD LYS 

CE LYS 

NZ LYS 



208 

208 

208 

208 

209 

209 

209 

209 

209 

209 

209 

209 

209 

210 

210 

210 

210 

210 

210 

210 

211 

211 

211 

211 

211 

211 

211 

211 

211 

211 

211 

211 

212 

212 

212 

212 

212 

212 

212 

212 

212 

213 

213 

213 

213 

213 

213 

213 

213 

214 

214 

214 

214 

214 

214 

214 

214 

215 

215 

215 

215 

215 

215 

215 

215 

215 

216 

216 

216 

216 

216 

216 

216 



33.297 

34.321 

33.058 

33.568 

32.308 

32.050 

30.604 

30.278 

28.824 

28.373 

28.135 

32.303 

32.147 

32.720 

32.954 

32.679 

31.641 

33.961 

34.342 

34.482 

35.367 

36.718 

37.747 

39.177 

39.601 

40.903 

40.093 

41.398 

41.797 

43.081 

36.864 

37.515 

36.251 

36.294 

35.508 

36.375 

35.625 

34.641 

36.090 

35.713 

36.285 

34.560 

33.905 

32.595 

31-910 

31.675 

30.457 

34.816 

34.863 

35.539 

36.455 

36.965 

36.092 

34.618 

36.491 

37.621 

38.064 

38.108 

39.215 

39.586 

40.814 

40.907 

42.047 

39.839 

38.837 

39.636 

37.617 

37.152 

35.794 

35.875 

34.492 

34.591 

35.405 



20.470 
19.127 
21.300 
22.405 
20.893 
21.772 
22.260 
23.400 
23.836 
24.134 
23.885 
21.055 
21.649 
19.790 
19.011 
17.485 
17.286 
16.749 
19.173 
19.206 
15.285 
19.408 
19.437 
19.352 
18.278 
18.214 
20.360 
20.308 
19.233 
19.193 
20.635 
20.578 
21.742 
22.982 
24.082 
25.051 
26.311 
26.248 
27.465 
22.777 
23.206 
22.122 
21.876 
21.095 
20.947 
21.821 
21 . 012 
21.095 
21.366 
20.126 
19.307 
18.129 
16.868 
17.235 
16.059 
20.149 
19.994 
21.049 
21.930 
22.830 
22.380 
23.030 
23.251 
23.306 
22.784 
22.960 
23.306 
24.135 
24.747 
25.760 
26.263 
27.386 
27.007 



35.041 
36.451 
39.805 
39.780 
40.813 
41.930 
41.866 
42.805 
42.700 
41.573 
43.749 
43.247 
44.316 
43.171 
44.384 
44.158 
43.057 
43.842 
44.991 
46.207 
44.154 
44.685 
43.549 
44.040 
44.824 
45.325 
43.761 
44.257 
45.041 
45.556 
45.573 
46.615 
45.160 
45.926 
45.224 
44.459 
44.048 
43.312 
44.532 
47.305 
48.299 
47.362 
48.640 
48.472 
49.828 
47.492 
47.071 
49.573 
50.764 
49.020 
49.811 
48.972 
48.882 
48.836 
47.649 
50.314 
51.444 
49.464 
49.834 
48.655 
47.882 
46.511 
46.040 
45.913 
51.040 
51.967 
51.033 
52.129 
51.781 
50.637 
50.229 
49.208 
48.007 



1.00 44.33 
1.00 46.27 
1.00 39.34 
1.00 40.79 
1.00 38.81 
1.00 38.33 
1.00 39.47 
1.00 42.87 
1.00 44.43 
1.00 42.49 
1.00 44.53 
1.00 37.83 
1.00 38.61 
1.00 35.54 
1.00 32.37 
1-00 31.94 
1.00 31.12 
1.00 30.76 
1-00 29.97 
1.00 29.98 
1.00 27.29 
1.00 25.19 
1.00 24.73 
1.00 26.20 
1-00 27.98 
1.00 27.65 
1.00 26.06 
1.00 26.72 
1.00 29.28 
1.00 27.76 
1.00 24.67 
1.00 24.02 
1.00 25.05 
1.00 24.24 
1.00 27.89 
1.00 36.14 
1.00 40.99 
1.00 42.51 
1.00 41.52 
1.00 22.91 
1.00 23.35 
1.00 22.44 
1.00 22.31 
1-00 20.76 
1.0(5 21.01 
1.00 20.79 
1.00 22.47 
1.00 22.67 
1.00 23.38 
1.00 24.93 
1.00 26.22 
1.00 27.09 
1.00 29.34 
1.00 30.24 
1.00 30.55 
1.00 26.01 
1.00 26.33 
1.00 25.83 
1.00 24.69 
1.00 23.60 
1-00 22.50 
1.00 23.11 
1.00 20.98 
1-00 20.38 



00 23-82 
00 23.91 
00 22.14 
00 24.81 
00 28.88 
00 35.31 



B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 



B 
B 
B 
B 
B 
8 



1.00 40.73 
1.00 42.22 
1.00 44.86 



B 
B 
B 
B 
B 
B 
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23.627 69.269 1.00 19.64 B 

23.801 70.480 1.00 17.11 B 

22.440 68.727 1.00 21.48 B 

21.253 69.557 1.00 21.62 B 

20.627 69.174 1.00 21.31 B 

21.542 69.510 1.00 22.62 B 

21.286 68.570 1.00 28.36 B 

22.463 67.223 1.00 25.23 B 

20.235 69.472 1.00 19.55 B 

19.884 68.392 1.00 19.08 B 

19.764 70.628 1.00 19.30 B 

18.790 70.683 1.00 21.72 B 

18.512 72.140 1.00 21.27 B 

19.786 72.952 1.00 23.92 B 

20.829 72.413 1.00 26.36 B 

19.694 74.262 1.00 18-44 B 

17.460 69.993 1.00 21.18 B 

16.927 70.153 1.00 21.11 B 

16.945 69.231 1.00 20.55 B 

15.683 68.510 1.00 21.88 B 

14.502 69.466 1.00 22.05 B 

15.601 67.869 1.00 21.44 B 

14.588 67.974 1.00 23.20 B 

16.667 67.191 1.00 20.11 B 

16.708 66.568 1.00 21.54 B 

18.103 65.968 1.00 19.36 B 

18.276 65.322 1.00 14.20 B 

18.061 63.956 1.00 10.71 B 

18.173 63.369 1.00 9.05 B 

18.613 66.085 1.00 14-00 B 
18.725 65.503 1.00 11.47 B 
18.505 64.152 1.00 9.28 B 
18.626 63.583 1.00 11.26 B 

15.614 65.526 1.00 22.31 B 
14.889 65.630 1.00 23.44 B 
15.482 64.538 1.00 21.31 B 
14.487 63.486 1.00 21.21 B 
14.614 62.424 1.00 19.70 B 
14.355 62.980 1.00 22.28 B 
13.046 63.983 1.00 20.84 B 
12.165 63.303 1.00 21.67 B 
12.805 65.166 1.00 18.82 B 
11.447 65.670 1.00 16.78 B 
11.108 66.222 1.00 14.92 B 
11.465 67.587 1.00 15.42 B 
11.193 66.741 1.00 17.60 B 
10.067 66.964 1.00 18.14 B 
12.253 67.392 1.00 18.41 B 
12.113 68.450 1.00 18.22 B 
12.874 69.703 1.00 20.85 B 
11.975 70.809 1.00 26.63 B 
12.340 71.282 1.00 28.86 B 
13.522 72.138 1.00 28.89 B 
13.853 72.927 1.00 30.32 B 
13.089 72.969 1.00 29.87 B 
14.941 73.683 1.00 29.28 B 
12.559 68.065 1.00 18.79 B 
12.639 68.914 1.00 18.55 B 
12.826 66.780 1.00 19.09 B 
13.278 66.307 1.00 18.40 B 
14.654 65.655 1.00 16.08 B 
14.584 64.481 1.00 13.92 B 
12.314 65.312 1.00 18.89 B 
11.637 64.558 1.00 18.57 B 
12.284 65.323 1.00 20.05 B 
11.445 64.427 1.00 20.67 B 
10.800 65.186 1.00 21.89 B 
10.092 66.439 1.00 22.09 B 
10.462 67.740 1.00 22.95 B 

8.847 66.433 1.00 22.44 B 

8.480 67.677 1.00 24.61 B 

9.441 68.489 1.00 23.56 B 

12.353 63.345 1.00 21.61 B 
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1 1 Cfl1 
XX • JOl 


ji (T ccc 
4o . ODD 


1 nn "x a oq 
1 . 00 34 . 29 


B 


ATOM 


1797 


N 


HIS 


244 


1Q 1 QO 


1 1 oni 


ac "a cyi 
4o . Jo4 


1 nn ~> T no 

1 . OO 37 . 02 


B 


ATOM 


1798 


CA 


HIS 


244 


1 C tcc 
XO . / DO 


1 1 Q.OQ 


>i c nOT 
4b . U5» / 


1 nn 10 in 
x . 00 3a . 10 


B 


ATOM 


1799 


CB 


HIS 


244 


1 A Ol A 
XO • ZX4 


1 c oon 

ID • Z OU 


ac 0 on 
4o . JyU 


1 nn a n -i n 
l.OO 40.10 


B 


ATOM 


1800 


CG 


HIS 


244 


16.190 


15.635 


47 . 845 


1.00 42.80 




ATOM 


1801 


CD2 


HIS 


244 


15.219 


15.493 


48.781 


1.00 43.38 


B 


ATOM 


1802 


ND1 


HIS 


244 


17.271 


16.192 


48.496 


1.00 44.55 


B 


ATOM 


1803 


CE1 


HIS 


244 


16.968 


16.376 


49.770 


1.00 44.18 


B 


ATOM 


1804 


NE2 


HIS 


244 


15.729 


15.960 


49.968 


1.00 43.01 


B 


ATOM 


1805 


C 


HIS 


244 


16.569 


13.545 


44.624 


1.00 38.58 


B 


ATOM 


1806 


O 


HIS 


244 


17.113 


14.216 


43.754 


1.00 38.74 


B 


ATOM 


1807 


N 


MET 


245 


15.790 


12.500 


44.357 


1.00 38.78 


B 


ATOM 


1808 


CA 


MET 


245 


15.534 


12.056 


42.991 


1.00 38.49 


B 


ATOM 


1809 


CB 


MET 


245 


16.081 


10.646 


42.791 


1.00 35.74 


B 


ATOM 


1810 


CG 


MET 


245 


17.579 


10.552 


42.978 


1.00 34.03 


B 


ATOM 


1811 


SO 


MET 


245 


18.110 


8.870 


43.218 


1.00 32.96 


B 


ATOM 


1812 


CE 


MET 


245 


17.855 


8.694 


44.996 


1.00 26.04 


B 


ATOM 


1813 


C 


MET 


245 


14.058 


12.083 


42.618 


1.00 39.24 


B 


ATOM 


1814 


O 


MET 


245 


13.193 


11.814 


43.439 


1.00 39.24 


B 


ATOM 


1815 


N 


LYS 


246 


13.791 


12.409 


41.358 


1.00 39.88 


B 


ATOM 


1816 


CA 


LYS 


246 


12.430 


12.477 


40.855 


1.00 40.90 


B 
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ATOM 


1817 


CB 


LYS 


246 


11.910 


ATOM 


1818 


CG 


IjYS 


246 


10.453 


ATOM 


1819 


CD 


LYS 


246 


10.140 


ATOM 


1820 


CE 


LYS 


246 


10.383 


ATOM 


1821 


NZ 


LYS 


246 


10.267 


ATOM 


1822 


C 


LYS 


246 


12.406 


ATOM 


1823 


0 


LYS 


246 


13.084 


ATOM 


1824 


N 


GLU 


247 


11.622 


ATOM 


1825 


CA 


GLU 


247 


11.496 


ATOM 


1826 


CB 


GLU 


247 


12.010 


ATOM 


1827 


CG 


GLU 


247 


11.479 


ATOM 


1828 


CD 


GLU 


247 


12.390 


ATOM 


1829 


OE1 GLU 


247 


12.094 


ATOM 


1830 


0E2 


t GLU 


247 


13.410 


ATOM 


1831 


C 


GLU 


247 


10.039 


ATOM 


1832 


O 


GLU 


247 


9.142 


ATOM 


1833 


N 


THR 


248 


9-820 


ATOM 


1834 


CA 


THR 


248 


8.480 


ATOM 


1835 


CB 


THR 


248 


8.339 


ATOM 


1836 


OG1 


THR 


248 


8.804 


ATOM 


1837 


CG2 


THR 


248 


6.886 


ATOM 


1838 


C 


THR 


248 


8.143 


ATOM 


1839 


O 


THR 


248 


8.799 


ATOM 


1840 


N 


THR 


249 


7.111 


ATOM 


1841 


CA 


THR 


249 


6.661 


ATOM 


1842 


CB 


THR 


249 


5.537 


ATOM 


1843 


OG1 


THR 


249 


4.307 


ATOM 


1844 


CG2 


THR 


249 


5.846 


ATOM 


1845 


C 


THR 


249 


6.115 


ATOM 


1846 


O 


THR 


249 


5.943 


ATOM 


1847 


N 


ILE 


250 


5.841 


ATOM 


1848 


CA 


ILE 


250 


5.307 


ATOM 


1849 


CB 


ILE 


250 


5.292 


ATOM 


1850 


CG2 


ILE 


250 


4.244 


ATOM 


1851 


CGI 


ILE 


250 


4.999 


ATOM 


1852 


CD1 


ILE 


250 


5.125 


ATOM 


1853 


C 


ILE 


250 


3.892 


ATOM 


1854 


0 


ILE 


250 


3.361 


ATOM 


1855 


N 


ASP 


251 


3.296 


ATOM 


1856 


CA 


ASP 


251 


1.947 


ATOM 


1857 


CB 


ASP 


251 


1.215 


ATOM 


1858 


CG 


ASP 


251 


0.494 


ATOM 


1859 


ODl 


ASP 


251 


0.034 


ATOM 


1860 


0D2 


ASP 


251 


0.381 


ATOM 


1861 


C 


ASP 


251 


1.965 


ATOM 


1862 


O 


ASP 


251 


0.933 


ATOM 


1863 


N 


GLY 


252 


3.145 


ATOM 


1864 


CA 


GLY 


252 


3.275 


ATOM 


1865 


C 


GLY 


252 


3.432 


ATOM 


1866 


0 


GLY 


252 


3.856 


ATOM 


1867 


N 


GLU 


253 


3.093 


ATOM 


1868 


CA 


GLU 


253 


3.219 


ATOM 


1869 


CB 


GLU 


253 


2.693 


ATOM 


1870 


CG 


GLU 


253 


2.753 


ATOM 


1871 


CD 


GLU 


253 


2.605 


ATOM 


1872 


OEl 


GLU 


253 


2.703 


ATOM 


1873 


0E2 


GLU 


253 


2.400 


ATOM 


1874 


C 


GLU 


253 


4.671 


ATOM 


1875 


o 


GLU 


253 


5.582 


ATOM 


1876 


N 


GLU 


254 


4.878 


ATOM 


1877 


CA 


GLU 


254 


6.230 


ATOM 


1878 


CB 


GLU 


254 


6.452 


ATOM 


1879 


CG 


GLU 


254 


7.036 


ATOM 


1880 


CD 


GLU 


254 


6.579 


ATOM 


1881 


OEl 


GLU 


254 


6.444 


ATOM 


1882 


OE2 


GLU 


254 


6.363 


ATOM 


1883 


C 


GLU 


254 


6.562 


ATOM 


1884 


o 


GLU 


254 


5.812 


ATOM 


1885 


N 


LEU 


255 


7.703 


ATOM 


1886 


CA 


LEU 


255 


8.157 


ATOM 


1887 


CB 


LEU 


255 


8.566 


ATOM 


1888 


CG 


LEU 


255 


7.647 


ATOM 


1889 


CD1 


LEU 


255 


8.308 



13.916 40.915 1.00 42.86 B 
14.080 40.467 1.00 45.41 B 
15.516 40.018 1.00 47.23 B 
16.538 41.134 1.00 49.08 B 
17.954 40.659 1.00 47.64 B 
11.994 39.414 1.00 41.15 B 
12.547 38.552 1.00 40.37 B 
10.954 39.163 1.00 40.39 B 
10.414 37.821 l.OO 40.56 B 
8.977 37.769 1.00 39.14 B 
8.090 38.866 1.00 37.23 B 

6.916 39.118 1.00 36.86 B 

6.104 40.021 1.00 36.22 B 

6.813 38.406 1.00 36.77 B 

10.469 37.402 1.00 40.31 B 

10.304 38.220 1.00 39.86 B 

10.720 36.117 1.00 40.83 B 

10.826 35.569 1.00 40.95 B 

12.123 34.736 1.00 40.97 B 

13.238 35.507 1.00 41.15 B 

12.363 34.358 1.00 40.88 B 

9.625 34.690 1.00 40.36 B 

9.380 33.684 1.00 40.50 B 

8.885 35.086 1.00 39.94 B 

7.712 34.341 1.00 39.13 B 

6.976 35.086 1.00 39.64 B 

7.686 34.897 1.00 37.39 B 

6.894 36.575 1.00 38.52 B 

8.132 32.980 1.00 39.50 B 

9.311 32.713 1.00 39.71 B 

7.148 32.129 1.00 40.73 B 

7.398 30.794 1.00 40.49 B 

6.095 29.944 1.00 37.78 B 

5.135 30.472 1.00 37.42 B 
6.421 28.479 1.00 35.79 B 
5.238 27.552 1.00 33.62 B 
7.963 30.905 1.00 42.55 B 
8.534 29.953 1.00 43.05 B 
7.800 32.084 1.00 44.44 B 
8.286 32.357 1.00 46.93 B 
7.318 33.290 1.00 47.07 B 
6.221 32.539 1.00 47.33 B 
5.257 33.190 1.00 47.89 B 
6.325 31.298 1.00 45.62 B 
9.675 32.987 1.00 48.37 B 

10.175 33.424 1.00 49.52 B 

10.286 33.038 1.00 49.00 B 

11.612 33.609 1.00 48.84 B 

11.634 35.117 1.00 49.43 B 

12.638 35.675 1.00 49.95 B 

10.538 35.787 1.00 49.54 B 

10.499 37.237 1.00 50.34 B 

9.183 37.797 1.00 51.72 B 

9.136 39.309 1.00 55.44 B 
7.734 39.856 1.00 57.73 B 
7.561 41.091 1.00 59.23 B 
6.805 39.048 1.00 59.21 B 

10.678 37.661 1.00 49.73 B 

10.326 36.930 1.00 49.04 B 

11.229 38.851 1.00 49.71 B 

11.445 39.346 1.00 50.40 B 

12.927 39.629 1.00 51.91 B 

13.680 38.448 1.00 56.74 B 

15.124 38.397 1.00 59.63 B 

15.739 39.479 1.00 61.46 B 

15.642 37.276 1.00 60.48 B 

10.614 40.578 1.00 48.68 B 

10.579 41.546 1.00 47.25 B 

9.938 40.517 1.00 47.02 B 

9.094 41.609 1.00 45.92 B 

7.722 41.067 1.00 45.31 B 

7.080 40.016 1.00 44.40 B 

5.837 39.454 1.00 43.92 B 
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ATOM 


1890 


CD2 


LEU 


ATOM 


1891 


C 


LEU 


ATOM 


1892 


O 


LEU 


ATOM 


1893 


N 


VAL 


ATOM 


1894 


CA 


VAL 


ATOM 


1895 


CB 


VAL 


ATOM 


1896 


CGI 


VAL 


ATOM 


1897 


CG2 


VAL 


ATOM 


1898 


C 


VAL 


ATOM 


1899 


O 


VAL 


ATOM 


1900 


N 


LYS 


ATOM 


1901 


CA 


LYS 


ATOM 


1902 


CB 


LYS 


ATOM 


1903 


CG 


LYS 


ATOM 


1904 


CD 


LYS 


ATOM 


1905 


CE 


LYS 


ATOM 


1906 


NZ 


LYS 


ATOM 


1907 


C 


LYS 


ATOM 


1908 


0 


LYS 


ATOM 


1909 


N 


XLE 


ATOM 


1910 


CA 


ILE 


ATOM 


1911 


CB 


ILE 


ATOM 


1912 


CG2 


XLE 


ATOM 


1913 


CGI 


XLE 


ATOM 


1914 


CD1 


XLE 


ATOM 


1915 


C 


XLE 


ATOM 


1916 


O 


XLE 


ATOM 


1917 


N 


GLY 


ATOM 


1918 


CA 


GLY 


ATOM 


1919 


C 


GLY 


ATOM 


1920 


0 


GLY 


ATOM 


1921 


N 


LYS 


ATOM 


1922 


CA 


LYS 


ATOM 


1923 


CB 


LYS 


ATOM 


1924 


CG 


LYS 


ATOM 


1925 


CD 


LYS 


ATOM 


1926 


CE 


LYS 


ATOM 


1927 


NZ 


LYS 


ATOM 


1928 


C 


LYS 


ATOM 


1929 


O 


LYS 


ATOM 


1930 


N 


LEU 


ATOM 


1931 


CA 


LEU 


ATOM 


1932 


CB 


LEU 


ATOM 


1933 


CG 


LEU 


ATOM 


1934 


CD1 


LEU 


ATOM 


1935 


CD2 


LEU 


ATOM 


1936 


C 


LEU 


ATOM 


1937 


O 


LEU 


ATOM 


1938 


N 


ASN 


ATOM 


1939 


CA 


ASN 


ATOM 


1940 


CB 


ASN 


ATOM 


1941 


CG 


ASN 


ATOM 


1942 


OD1 


ASN 


ATOM 


1943 


ND2 


ASN 


ATOM 


1944 


C 


ASN 


ATOM 


1945 


O 


ASN 


ATOM 


194o 


N 


LEU 


ATOM 


1947 


CA 


LEU 


ATOM 


1948 


CB 


LEU 


ATOM 


1949 


CG 


LEU 


ATOM 


1950 


CD1 


LEU 


ATOM 


1951 


CD2 


LEU 


ATOM 


1952 


C 


LEU 


ATOM 


1953 


O 


LEU 


ATOM 


1954 


N 


VAL 


ATOM 


1955 


CA 


VAL 


ATOM 


1956 


CB 


VAL 


ATOM 


1957 


CGI 


VAL 


ATOM 


1958 


CG2 


VAL 


ATOM 


1959 


C 


VAL 


ATOM 


1960 


O 


VAL 


ATOM 


1961 


N 


ASP 


ATOM 


1962 


CA 


ASP 



255 6.294 6.747 

255 9.353 9.780 

255 10.346 10.044 

256 9.255 10.069 
256 10.343 10.739 
256 9.837 12.012 
256 9.447 13.075 
256 8.642 11.679 
256 11.049 9.835 

256 10.428 9.287 

257 12.359 9.687 
257 13.190 8.865 
257 13.997 7.852 
257 13.170 6.932 
257 14.058 6.001 
257 14.956 6.771 
257 15.665 5.873 
257 14.161 9.755 

257 14.545 10.802 

258 14.557 9.322 
258 15.498 10.082 
258 14.790 10.816 
258 15.811 11.596 
258 13.729 11.767 
258 12.932 12.500 
258 16.541 9.142 

258 16.257 8.388 

259 17.746 9.186 
259 18.815 8.338 
259 19.874 9.136 

259 20.363 10.138 

260 20.230 8.692 
260 21.239 9.377 
260 20.603 9.940 
260 21.518 10.858 
260 20.833 11.362 
260 21.768 12.219 



260 21.115 12.662 

260 22.394 8.437 

260 22.184 7.357 

261 23.616 8.859 
261 24.792 8.056 
261 25.587 7.830 
261 26.989 7.243 
261 26.922 5.920 
261 27.599 7.045 
261 25.685 8.715 

261 26.117 9.836 

262 25.953 8.000 
262 26.799 8.529 
262 26.138 8.303 
262 24.730 8.872 
262 23.770 8.135 
262 24.606 10.189 
262 28.192 7.879 

262 28.314 6.680 

263 29.238 8.691 
263 30.611 8.191 
263 31.360 8.750 
263 30.578 8.470 
263 31.187 9.220 
263 30.557 6.972 
263 31.262 8.650 

263 31.631 9.793 

264 31.397 7.734 
264 31.964 8.048 
264 31.119 7.378 
264 31.373 8.082 
264 29.627 7.398 
264 33.425 7.645 

264 33.776 6.482 

265 34.262 8.625 
265 35.683 8.397 



40.621 1.00 43.09 B 

42.250 1.00 46.31 B 

41.580 1.00 46.88 B 

43.545 1.00 46.34 B 

44.254 1.00 46.32 B 

44.988 1.00 46.60 B 

43.971 1.00 46.43 B 

45.870 1.00 46.46 B 

45.258 1.00 45.32 B 

46.158 1.00 45.96 B 
45.077 1.00 44.55 B 
45.951 1.00 42.39 B 
45.133 1.00 43.00 B 
44.261 1.00 41.72 B 
43.457 1.00 38.34 B 
42.514 1.00 37.62 B 
41.563 1.00 37.38 B 
46.705 1.00 40.94 B 
46.220 1.00 42.05 B 
47.893 1.00 38.70 B 
48.699 1.00 35.70 B 
49.850 1.00 36.93 B 
50.667 1.00 37.53 B 
49.291 1.00 38.43 B 
50.363 1.00 38.30 B 
49.285 1.00 33.73 B 
50.209 1.00 32.97 B 
48.731 1.00 31.67 B 
49.219 1.00 30.51 B 
49.956 1.00 29.55 B 

49.442 1.00 30.38 B 

51.159 1.00 27.15 B 
51.958 1.00 26.83 B 
53.240 1.00 24.21 B 
54.037 1.00 19.17 B 
55.289 1.00 17.68 B 
56.124 1.00 16.42 B 
57.378 1.00 16.56 B 
52.318 1.00 27.97 B 
52.864 1.00 30.85 B 
52.011 1.00 26.40 B 
52.306 1.00 24.54 B 
51.019 1.00 23.41 B 
51.175 1.00 23.40 B 
51.941 1.00 20.72 B 
49.798 1.00 20.51 B 
53.362 1.00 23.98 B 
53.198 1.00 22.95 B 
54.448 1.00 22.99 B 
55.511 1.00 21.81 B 
56.874 1.00 19.98 B 
56.945 1.00 24.40 B 
57.124 1.00 24.74 B 
56.807 1.00 20.69 B 
55.494 1.00 21.73 B 
55.589 1.00 20.91 B 
55.348 1.00 21.87 B 
55.338 1.00 20.99 B 
54.136 1.00 19.60 B 
52.856 1.00 20.68 B 
51.710 1.00 22.18 B 
52.584 1.00 20.91 B 
56.630 1.00 21.08 B 
56.753 1.00 20.87 B 
57.586 1.00 22.31 B 
58.901 1.00 22.41 B 
60.042 1.00 22.70 B 
61.372 1.00 22.08 B 
59.691 1.00 23.20 B 
59.112 1.00 23.23 B 
58.994 1.00 25.35 B 

59.443 1.00 23.36 B 
59.709 1.00 21.00 B 
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ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 



1963 

1964 

1965 

1966 

1967 

1968 

1969 

1970 

1971 

1972 

1973 

1974 

1975 

1976 

1977 

1978 

1979 

1980 

1981 

1982 

1983 

1984 

1985 

1986 

1987 

1988 

1989 

1990 

1991 

1992 

1993 

1994 

1995 

1996 

1997 

1998 

1999 

2000 

2001 

2002 

2003 

2004 

2005 

2006 

2007 

2008 

2009 

2010 

2011 

2012 

2013 

2014 

2015 

2016 

2017 

2018 

2019 

2020 

2021 

2022 

2023 

2024 

2025 

2026 

2027 

2028 

2029 

2030 

2031 

2032 

2033 

2034 

2035 



CB ASP 
CG ASP 
OD1 ASP 
OD2 ASP 
C ASP 
O ASP 
N LEU 
CA LEU 
CB LEU 
CG LEU 
CD1 LEU 
CD2 LEU 
C LEU 
O LEU 
N ALA 



CA ALA 
CB ALA 



C 
O 
N 



ALA 
ALA 
GLY 



CA GLY 
C GLY 



O 
N 
CA 



GLY 
SER 
SER 



CB SER 
OG SER 
C SER 
O SER 
N GLU 
CA GLU 
CB GLU 
CG GLU 
CD GLU 
OE1 GLU 
OE2 GLU 
C GLU 
O GLU 
N ASN 
CA ASM 
CB ASN 
CG ASN 
OD1 ASN 
ND2 ASN 
C ASN 
O ASN 
N ASN 
CA ASN 
CB ASN 
CG ASN 
OD1 ASN 
ND2 ASN 
C ASN 
O ASN 
N ILE 
CA ILE 
CB ILE 
CG2 ILE 
CGI ILE 
CD1 ILE 
C ILE 
O ILE 
N ASN 
CA ASN 
CB ASN 
CG ASN 
OD1 ASN 
ND2 ASN 
C ASN 
O ASN 
N GLN 
CA GLN 
CB GLN 



265 

265 

265 

265 

265 

265 

266 

266 

266 

266 

266 

266 

266 

266 

267 

267 

267 

267 

267 

268 

268 

268 

268 

269 

269 

269 

269 

269 

269 

270 

270 

270 

270 

270 

270 

270 

270 

270 

271 

271 

271 

271 

271 

271 

271 

271 

287 

287 

287 

287 

287 

287 

287 

287 

288 

288 

288 

288 

288 

288 

288 

288 

289 

289 

289 

289 

289 

289 

289 

289 

290 

290 

290 



36.528 

38.024 

38.429 

38.806 

35.840 

36.208 

35.552 

35.636 

35.269 

33.871 

33.752 

32.792 

37.008 

37.982 

37.053 

38.284 

37.957 

39.112 

38.561 

40.430 

41.291 

40.738 

40.123 

40.974 

40.471 

40.083 

41.131 

41.446 

41.100 

42.657 

43.664 

45.031 

45.140 

44.679 

44.875 

44.129 

43.262 

42.847 

43.378 

43.039 

41.581 

40.546 

39.347 

41.011 

43.246 

43.668 

41.544 

40.687 

41.514 

42.376 

43.344 

42.024 

39.995 

40.651 

38.667 

37.889 

36.925 

37.713 

35.903 

34.687 

37.060 

36.680 

36.774 

35.979 

36.674 

36.093 

36.819 

34.774 

34.624 

34.394 

33.726 

32.386 

31.542 



9.471 
9.311 
8.960 
9.554 
8.501 
9.550 
7.406 
7.387 
5.991 
5.454 
4.005 
6.332 
7.818 
7.938 
8.062 
8.458 
9.144 
7.202 
6.119 
7.357 
6.226 
5.336 
5.815 
4.033 
3.075 
1.796 
1.412 
2.739 
1.996 
3.286 
3.029 
3.589 
5.113 
5.680 
6.895 
4.921 
3.618 
4.770 
2.798 
3.192 
3.693 
2.600 
2.845 
1.395 
2.039 
0.938 
11.757 
12.175 
12.914 
14.006 
13.729 
15.259 
10.965 
10.079 
10.940 
9.838 
9.250 
8.784 
10.307 
9.730 
10.259 
11.423 
9.302 
9.582 
9.045 
9.612 
9.927 
9.725 
8.927 
7.805 
9.652 
9.166 
10.299 



59.011 

59.258 

60.384 

58.322 

61.230 

61.758 

61.928 

63.387 

63.913 

63.567 

64.042 

64.207 

63.936 

63.198 

65.243 

65.920 

67.244 

66.183 

66.320 

66.249 

66.507 

67.604 

68.545 

67.483 

68.461 

67.750 

66.883 

69.584 

70.493 

69.520 

70.546 

70.118 

70.033 

68.701 

68.471 

67.884 

71.904 

71.993 

72.950 

74.324 

74.419 

74.147 

74.224 

73.829 

75.307 

74.922 

79.480 

78.374 

77.315 

77.912 

78.617 

77.637 

77.736 

77.181 

77.811 

77.252 

78.314 

79.530 

78.741 

79.435 

76.039 

75.904 

75.163 

73.976 

72.728 

71.444 

70.521 

71.382 

74.154 

73.718 

74.806 

75.085 

75.659 



1. 
1. 
1. 
1. 
1. 
1. 
1. 
1. 



00 
00 
00 
00 
00 
00 
00 
00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1-00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 



17.94 
18.29 
17.19 
15.43 
21.25 
22.30 
19.20 
19.48 
17.26 
18.72 
15.87 
17.11 
17.95 
16.50 
16.22 
17.36 
13.49 
18.67 
18.45 
18.66 
20.51 
22.52 
22.16 
23.43 
25.19 
24.66 
25.58 
26.21 
24.37 
28.26 
31.89 
31.04 
28.41 
28.74 
30.30 
28.84 
35.40 
34.74 
40.25 
44.12 
45.82 
46.03 
45.22 
47.11 
45.92 
46.63 
56.32 
56.59 
58.79 
60.93 
62.31 
61.77 
54.81 
55.49 
50.95 
46.25 
48.90 
49.46 
49.66 
51.96 
40.91 
4l.77 
32.95 
26.09 
22.00 
19.37 
19.84 
17.42 
22.64 
22.38 
20.05 
18.94 
20.27 



B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 
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21125PV 



ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM . 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 



2036 

2037 

2038 

2039 

2040 

2041 

2042 

2043 

2044 

2045 

2046 

2047 

2048 

2049 

2050 

2051 

2052 

2053 

2054 

2055 

2056 

2057 

2058 

2059 

2060 

2061 

2062 

2063 

2064 

2065 

2066 

2067 

2068 

2069 

2070 

2071 

2072 

2073 

2074 

2075 

2076 

2077 

2078 

2079 

2080 

2081 

2082 

2083 

2084 

2085 

2086 

2087 

2088 

2089 

2090 

2091 

2092 

2093 

2094 

2095 

2096 

2097 

2098 

2099 

2100 

2101 

2102 

2103 

2104 

2105 

2106 

2107 

2108 



CG GLN 
CD GLN 
OE1 GLN 
NE2 GLN 
C GLN 



O 
N 



GLN 
SER 



CA SER 

CB SER 

OG SER 

C SER 



O 
N 



SER 
LEU 



CA LEU 
CB LEU 
CG LEU 
CD1 LEU 
CD2 LEU 
C LEU 
O LEU 
N LEU 
CA LEU 
CB LEU 
CG LEU 
CD1 LEU 
CD2 LEU 
C LEU 
O LEU 
N THR 
CA THR 
CB THR 
OGl THR 
CG2 THR 
C THR 
O THR 
N LEU 
CA LEU 
CB LEU 
CG LEU 
CD1 LEU 
CD2 LEU 
C LEU 



O LEU 
N GLY 
CA GLY 



C GLY 
O GLY 
N ARG 
CA ARG 
CB ARG 
CG ARG 
CD ARG 
NE ARG 
CZ ARG 
NH1 ARG 
NH2 ARG 
C ARG 
O ARG 
N VAL 
CA VAL 
CB VAL 
CGI VAL 
CG2 VAL 
C VAL 
O VAL 
N ILE 
CA ILE 
CB ILE 
CG2 ILE 
CGI ILE 
CD1 ILE 
C ILE 
O ILE 



290 

290 

290 

290 

290 

290 

291 

291 

291 

291 

291 

291 

292 

292 

292 

292 

292 

292 

292 

292 

293 

293 

293 

293 

293 

293 

293 

293 

294 

294 

294 

294 

294 

294 

294 

295 

295 

295 

295 

295 

295 

295 

295 

296 

296 

296 

296 

297 

297 

297 

297 

297 

297 

297 

297 

297 

297 

297 

298 

298 

298 

298 

298 

298 

298 

299 

299 

299 

299 

299 

299 

299 

299 



30.180 

30.273 

29.311 

31.435 

31.652 

30.945 

31.808 

31.139 

31.161 

30.121 

31.757 

31.051 

33.074 

33.741 

35.247 

36.074 

35.653 

37.548 

33.345 

32.914 

33.481 

33.141 

33.374 

34.479 

35.684 

34.851 

31.689 

31.373 

30.807 

29.396 

28.554 

28.706 

27.090 

29.148 

28.276 

29.938 

29.817 

30.822 

30.940 

29.647 

32.096 

30.064 

29.363 

31.079 

31.391 

30.300 

29.898 

29.817 

28.760 

28.528 

29.719 

29.456 

30.639 

31.226 

30.729 

32.306 

27.449 

26.634 

27.255 

26.046 

25.845 

24.742 

25.477 

26.150 

25.192 

27.317 

27.516 

28.880 

29.187 

28.862 

30.192 

27.413 

26.958 



9.847 
8.777 
8.067 
8.662 
8.526 
7.543 
9.088 
8.540 
9.541 
10.496 
7.212 
6.294 
7.107 
5.878 
6.097 
5-053 
4.994 
5.418 
4.785 
3.703 
5.100 
4.172 
4.841 
4.277 
3.860 
5.345 
3.713 
2.552 
4.622 
4.293 
5.580 
6.277 
5.275 
3.419 
2.561 
3.628 
2.846 
3.332 
2.449 
2.481 
2.925 
1.361 
0.503 
1.076 
-0.295 
-0.915 
-2.059 
-0.162 
-0.660 
0.306 
0.450 
1.467 
1.658 
2.833 
3.921 
2.918 
-0.876 
-1.674 
-0.138 
-0.284 
0.924 
0.634 
2.146 
-1.563 
-2.325 
-1.793 
-2.992 
-2.971 
-4.330 
-1.910 
-1.704 
-4.240 
-5.284 



76.124 

77.182 

77.441 

77.806 

73-899 

74.068 

72.704 

71.526 

70.366 

70.491 

71.090 

70.681 

71.187 

70.812 

70.826 

70.089 

68.625 

70.218 

71.818 

71.454 

73.098 

74.158 

75.513 

76.408 

75.597 

77.431 

74.046 

74.304 

73.647 

73.534 

73.487 

74.734 

73.270 

72.313 

72.325 

71.268 

70.048 

69.004 

67.760 

66.975 

66.907 

70.340 

69.836 

71.149 

71.503 

72.361 

72.134 

73.346 

74.217 

75.372 

76.284 

77.372 

78.201 

78.407 

77.838 

79.178 

73.452 

73.844 

72.362 

71.558 

70.613 

69.582 

71.432 

70.739 

70.643 

70.147 

69.354 

68.649 

68.053 

67.550 

66.889 

70.235 

69.791 



1.00 20.13 
1.00 20.41 
1.00 22.39 
1.00 20.99 
1.00 18.42 
1.00 15.37 
1.00 19.89 
1.00 21.11 
1.00 22.02 
1.00 23.09 
1.00 22.87 
1.00 24.87 
1.00 21.56 
1.00 21.17 
1.00 18.31 
1.00 18.27 
1.00 13.66 
1.00 17.97 
1.00 21.64 
1.00 19.24 
1.00 22.14 
1.00 22.23 
1.00 22.95 
1.00 25.37 
1.00 25.32 
1.00 26.42 
1.00 24.05 
1.00 27.12 
1.00 23.43 
1.00 22.37 
1.00 22.35 
1.00 19.68 
1.00 19.85 
1.00 23.90 
1.00 26.74 
1.00 24.08 
1.00 24.42 
1.00 22.92 
1.00 22.72 
1.00 20.45 
1.00 22.47 
1.00 26.15 
1.00 28.14 
1.00 26.16 
1.00 25.55 
1.00 25.59 
1.00 26.11 
1.00 22.71 
1.00 22.15 
1.00 19.27 
1.00 20.29 
1.00 22.43 
1.00 26.34 
1.00 24.22 
1.00 23.11 
1.00 18.73 
1.00 21.70 
1.00 20.12 
1.00 23.14 
1.00 23.54 
1.00 22.84 
1.00 18.86 
1.00 19.90 
1.00 25.65 
1.00 27.92 
1.00 25.96 
1.00 27.94 
1.00 26.11 
1.00 24.74 
1.00 26.37 
1.00 28.12 
1.00 29.09 
1.00 28.96 



B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 
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21 125PV 



ATOM 


2109 


N 


THR 


300 


27.829 


ATOM 


2110 


CA 


THR 


300 


27.771 


ATOM 


2111 


CB 


THR 


300 


28.561 


ATOM 


2112 


OG1 


THR 


300 


29.960 


ATOM 


2113 


CG2 


THR 


300 


28.299 


ATOM 


2114 


C 


THR 


300 


26.330 


ATOM 


2115 


O 


THR 


300 


25.927 


ATOM 


2116 


N 


ALA 


301 


25.552 


ATOM 


2117 


CA 


ALA 


301 


24.157 


ATOM 


2118 


CB 


ALA 


301 


23.584 


ATOM 


2119 


C 


ALA 


301 


23.353 


ATOM 


2120 


O 


ALA 


301 


22.348 


ATOM 


2121 


N 


LEU 


302 


23.812 


ATOM 


2122 


CA 


LEU 


302 


23.132 


ATOM 


2123 


CB 


LEU 


302 


23.549 


ATOM 


2124 


CG 


LEU 


302 


22.492 


ATOM 


2125 


CD1 


LEU 


302 


21.823 


ATOM 


2126 


CD2 


LEU 


302 


23.149 


ATOM 


2127 


C 


LEU 


302 


23.428 


ATOM 


2128 


0 


LEU 


302 


22.520 


ATOM 


2129 


N 


VAL 


303 


24.709 


ATOM 


2130 


CA 


VAL 


303 


25.161 


ATOM 


2131 


CB 


VAL 


303 


26.706 


ATOM 


2132 


CGI 


VAL 


303 


27.155 


ATOM 


2133 


CG2 


VAL 


303 


27.301 


ATOM 


2134 


C 


VAL 


303 


24 .579 


ATOM 


2135 


O 


VAL 


303 


24.048 


ATOM 


2136 


N 


GLU 


304 


24.685 


ATOM 


2137 


CA 


GLU 


304 


24.169 


ATOM 


2138 


CB 


GLU 


304 


24.792 


ATOM 


2139 


CG 


GLU 


304 


26.305 


ATOM 


2140 


CD 


GLU 


304 


26.901 


ATOM 


2141 


OE1 


GLU 


304 


28.139 


ATOM 


2142 


OE2 


GLU 


304 


26.135 


ATOM 


2143 


C 


GLU 


'304 


22.649 


ATOM 


2144 


O 


GLU 


304 


22.031 


ATOM 


2145 


N 


ARG 


305 


22.061 


ATOM 


2146 


CA 


ARG 


305 


20.614 


ATOM 


2147 


CB 


ARG 


305 


19 .952 


ATOM 


2148 


CG 


ARG 


305 


20.300 


ATOM 


2149 


CD 


ARG 


305 


19.501 


ATOM 


2150 


NE 


ARG 


305 


19.718 


ATOM 


2151 


CZ 


ARG 


305 


19.306 


ATOM 


2152 


NH1 


ARG 


305 


18.650 


ATOM 


2153 


NH2 


ARG 


305 


19.554 


ATOM 


2154 


C 


ARG 


305 


19.981 


ATOM 


2155 


0 


ARG 


305 


18.809 


ATOM 


2156 


N 


THR 


306 


20.757 


ATOM 


2157 


CA 


THR 


306 


20.248 


ATOM 


2158 


CB 


THR 


306 


21.347 


ATOM 


2159 


OG1 


THR 


306 


22.482 


ATOM 


2160 


CG2 


THR 


306 


20.836 


ATOM 


2161 


C 


THR 


306 


19.122 


ATOM 


2162 


O 


THR 


306 


19.239 


ATOM 


2163 


N 


PRO 


307 


18. Oil 


ATOM 


2164 


CD 


PRO 


307 


17 .750 


ATOM 




CA 


PRO 


307 


16 . 861 


ATOM 


2166 


CB 


PRO 


307 


15.959 


ATOM 


2167 


CG 


PRO 


307 


16.241 


ATOM 


2168 


C 


PRO 


307 


17.218 


ATOM 


2169 


O 


PRO 


307 


16.684 


ATOM 


2170 


N 


HIS 


308 


18.120 


ATOM 


2171 


CA 


HIS 


308 


18.539 


ATOM 


2172 


CB 


HIS 


308 


18.749 


ATOM 


2173 


CG 


HIS 


308 


19.227 


ATOM 


2174 


CD2 


HIS 


308 


20.385 


ATOM 


21-75 


ND1 


HIS 


308 


18.475 


ATOM 


2176 


CEl 


HIS 


308 


19.148 


ATOM 


2177 


NE2 


HIS 


308 


20.310 


ATOM 


2178 


C 


HIS 


308 


19.813 


ATOM 


2179 


0 


HIS 


308 


20.793 


ATOM 


2180 


N 


VAL 


309 


19.780 


ATOM 


2181 


CA 


VAL 


309 


20.921 



-4.112 71.490 1,00 29.82 B 

-5.213 72.440 1.00 30.01 B 

-4.877 73.706 1.00 29.27 B 

-4.842 73.392 1.00 30.68 B 

-5.900 74.796 1.00 28.12 B 

-5.517 72.821 1.00 32.39 B 

-6.675 72.902 1.00 33.67 B 

-4.467 73.044 1.00 32.46 B 

-4.631 73.414 1.00 34.19 B 

-3.305 73.863 1.00 32.83 B 

-5.182 72.238 1.00 35.75 B 

-5.842 72.425 1.00 37.02 B 

-4.899 71.024 1.00 36.43 B 

-5.352 69.817 1.00 38.14 B 

-4.488 68.622 1.00 38.00 B 

-3.555 68.031 1.00 39.25 B 

-2.753 69.128 1.00 39.09 B 

-2.630 67.016 1.00 38.56 B 

-6.812 69.514 1.00 39.23 B 

-7.594 69.249 1.00 39.50 B 

-7.163 69.552 1.00 40.87 B 

-8.521 69.287 1.00 42.58 B 

-8.605 69.331 1.00 42.52 B 

-10.051 69.270 1.00 43.58 B 

-7.824 68.167 1.00 42.05 B 

-9.496 70.306 1.00 44.19 B 

-10.538 69.941 1.00 45.04 B 

-9.145 71.584 1.00 45.93 B 

-9.973 72.667 1.00 48.10 B 

-9.541 73.998 1.00 47.26 B 

-9.707 74.041 1.00 46.33 B 

-9.334 75.382 1.00 46.65 B 

-9.410 75.519 1.00 44.41 B 

-8.968 76.302 1.00 47.42 B 

-9.885 72.753 1.00 49-92 B 

-10.492 73.612 1.00 50.02 B 

-9.116 71.844 1.00 52.91 B 

-8.941 71.787 1.00 56.32 B 

-10.251 71.357 1.00 58.76 B 

-10.652 69-934 1.00 63.36 B 

-11.856 69.475 1.00 68.00 B 

-12.133 68.057 1.00 71.78 B 

-11.344 67.068 1.00 73.93 B 

-10.222 67.339 1.00 74.69 B 

-11.675 65.807 1.00 75.22 B 

-8.443 73.082 1.00 56.68 B 

-8.699 73.340 1.00 56.68 B 

-7.728 73.892 1.00 57.02 B 

-7.185 75.146 1.00 56.82 B 

-6.426 75.912 1.00 56.33 B 

-7.281 76.095 1.00 56.76 B 

-5.975 77.272 1.00 56.64 B 

-6.213 74.812 1.00 57.35 B 

-5.421 73.881 1.00 58.12 B 

-6.268 75.564 1.00 57.68 B 

-7.184 76.688 1.00 58.36 B 

-5.384 75.336 1.00 57.69 B 

-5.682 76.533 1.00 57.98 B 

-7.125 76.803 1.00 58.68 B 

-3.898 75.237 1.00 56.99 B 

-3.187 74.386 1.00 57.64 B 

-3.439 76.105 1.00 55.27 B 

-2.034 76.123 1.00 53.51 B 

-1.565 77.567 1.00 55.71 B 

-0.150 77.677 1.00 58.12 B 

0.367 78.155 1.00 59.12 B 

0.925 77.252 1.00 58.97 B 

2.043 77.464 1.00 58.91 B 

1.732 78.012 1.00 59.24 B 

-1.749 75.329 1.00 50.82 B 

-2.472 75.433 1.00 50.26 B 

-0.671 74.551 1.00 47.79 B 

-0.239 73.743 1.00 44.18 B 
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21125PV 



ATOM 


2182 


CB 


VAL 


309 


20.619 


-0.355 


72.233 


1.00 44.37 


B 


ATOM 


2183 


CGI VAL 


309 


21.876 


-0.067 


71.427 


1.00 43.69 


B 


ATOM 


2184 


CG2 VAL 


309 


20.076 


-1.737 


71.912 


1.00 43.50 


B 


ATOM 


2185 


C 


VAL 


309 


21.188 


1.234 


74.075 


1.00 41.50 


B 


ATOM 


2186 


O 


VAL 


309 


20.368 


2.091 


73.788 


1.00 41.50 


B 


ATOM 


2187 


N 


PRO 


310 


22.351 


1.535 


74 . 675 


1.00 38.54 


B 


ATOM 


2188 


CD 


PRO 


310 


23.440 


0.586 


74.968 


1.00 37.32 


B 


ATOM 


2189 


CA 


PRO 


310 


22.736 


2.898 


75.058 


1.00 37.55 


B 


ATOM 


2190 


CB 


PRO 


310 


23.983 


2.669 


75.909 


1.00 36.77 


B 


ATOM 


2191 


CG 


PRO 


310 


24.614 


1.502 


75.238 


1.00 36.14 


B 


ATOM 


2192 


C 


PRO 


310 


22.977 


3.898 


73.917 


1.00 36.95 


B 


ATOM 


2193 


O 


PRO 


310 


24.042 


4.493 


73.827 


1.00 36.57 


B 


ATOM 


2194 


N 


TYR 


311 


21.972 


4.076 


73.061 


1.00 36.05 


B 


ATOM 


2195 


CA 


TYR 


311 


22.047 


5.012 


71.940 


1.00 34.95 


B 


ATOM 


2196 


CB 


TYR 


311 


20.778 


4.949 


71.085 


1.00 35.41 


B 


ATOM 


2197 


CG 


TYR 


311 


20.603 


3.711 


70.245 


1.00 36.70 


B 


ATOM 


2198 


CD1 


. TYR 


311 


21.603 


3.289 


69.374 


1.00 35.89 


B 


ATOM 


2199 


CE1 


. TYR 


311 


21.433 


2.161 


68.578 


1.00 36.91 


B 


ATOM 


2200 


CD2 


TYR 


311 


19.416 


2.973 


70.300 


1.00 36.75 


B 


ATOM 


2201 


CE2 


TYR 


311 


19.234 


1.844 


69.508 


1.00 36.61 


B 


ATOM 


2202 


CZ 


TYR 


311 


20.247 


1.442 


68.651 


1.00 36.85 


B 


ATOM 


2203 


OH 


TYR 


311 


20.086 


0.312 


67.882 


1.00 35.56 


B 


ATOM 


2204 


C 


TYR 


311 


22.217 


6.462 


72.402 


1.00 35.12 


B 


ATOM 


2205 


O 


TYR 


311 


23.038 


7.186 


71.868 


1.00 34.13 


B 


ATOM 


2206 


N 


ARG 


312 


21.422 


6.668 


73.392 


1.00 34.48 


B 


ATOM 


2207 


CA 


ARG 


312 


21.444 


8.237 


73.906 


1.00 34.28 


B 


ATOM 


2208 


CB 


ARG 


312 


20.160 


8.523 


74 . 690 


1.00 35.83 


B 


ATOM 


2209 


CG 


ARG 


312 


18.882 


8.227 


.73.935 
74 . 897 


1.00 41.17 


B 


ATOM 


2210 


CD 


ARG 


312 


17.732 


8.007 


1.00 44.62 


B 


ATOM 


2211 


ME 


ARG 


312 


16.596 


7.341 


74.263 


1.00 48.42 


B 


ATOM 


2212 


CZ 


ARG 


312 


15.608 


6.747 


74.926 


1.00 51.08 


B 


ATOM 


2213 


NH1 


ARG 


312 


15.610 


6.732 


76.254 


1.00 50.32 


B 


ATOM 


2214 


NH2 


ARG 


312 


14.618 


6.163 


74.259 


1.00 51.58 


B 


ATOM 


2215 


C 


ARG 


312 


22.638 


8.593 


74.787 


1.00 33.03 


B 


ATOM 


2216 


O 


ARG 


312 


22.701 


9.699 


75.317 


1.00 34.26 


B 


ATOM 


2217 


N 


GLU 


313 


23.581 


7.669 


74 . 953 


1.00 29.69 


B 


ATOM 


2218 


CA 


GLU 


313 


24.735 


7.947 


75.799 


1.00 25.30 


B 


ATOM 


2219 


CB 


GLU 


313 


25.200 


6.655 


76.481 


1.00 24.49 


B 


ATOM 


2220 


CG 


GLU 


313 


24.278 


6.242 


77.634 


1.00 25.08 


B 


ATOM 


2221 


CD 


GLU 


313 


24.677 


4.946 


78.327 


1.00 23.59 


B 


ATOM 


2222 


OE1 


GLU 


313 


25.883 


4.722 


78.553 


1.00 23.79 


B 


ATOM 


2223 


OE2 


GLU 


313 


23.775 


4.156 


78.665 


1.00 23.87 


B 


ATOM 


2224 


C 


GLU 


313 


25.898 


8.646 


75.089 


1.00 23.89 


B 


ATOM 


2225 


O 


GLU 


313 


26.963 


8.806 


75.659 


1.00 23.12 


B 


ATOM 


2226 


N 


SER ' 


314 


25.680 


9.068 


73.843 


1.00 21.70 


B 


ATOM 


2227 


CA 


SBR 


314 


26.714 


9.766 


73 .080 


1.00 21.61 


B 


ATOM 


2228 


CB 


SER 


314 


27.800 


8.796 


72.622 


1.00 19.78 


B 


ATOM 


2229 


OG 


SER 


314 


27.401 


8.118 


71.442 


1.00 17.85 


B 


ATOM 


2230 


C 


SER 


314 


26.124 


10.466 


71.861 


1.00 23.50 


B 


ATOM 


2231 


O 


SER 


314 


25.047 


10.105 


71.388 


1.00 23.43 


B 


ATOM 


2232 


N 


LYS 


315 


26.840 


11.462 


71.348 


1.00 23.77 


B 


ATOM 


2233 


CA 


LYS 


315 


26.367 


12.204 


70.186 


1.00 24.56 


B 


ATOM 


2234 


CB 


LYS 


315 


27.216 


13.462 


69.963 


1.00 24.98 


B 


ATOM 


2235 


CG 


LYS 


315 


27.295 


14.394 


71.165 


1.00 25.63 


B 


ATOM 


2236 


CD 


LYS 


315 


25.926 


14.862 


71.607 


1.00 25.73 


B 


ATOM 


2237 


CE 


LYS 


315 


26.034 


15.834 


72.774 


1.00 26.31 


B 


ATT1M 




NZ 


LYS 


315 


26 .660 


17 .123 


72.353 


1.00 30.29 


B 


ATOM 


2239 


C 


LYS 


315 


26.416 


11.335 


68.939 


1.00 24.22 


B 


ATOM 


2240 


o 


LYS 


315 


25.498 


11.338 


68.138 


1.00 25.98 


B 


ATOM 


2241 


N 


LEU 


316 


27.503 


10.591 


68.787 


1.00 23.22 


B 


ATOM 


2242 


CA 


LEU 


316 


27.674 


9.719 


67.636 


1-00 24.18 


B 


ATOM 


2243 


CB 


LEU 


316 


29.039 


9.022 


67.711 


1.00 24.13 


B 


ATOM 


2244 


CG 


LEU 


316 


29.451 


8.205 


66.488 


1.00 23.55 


B 


ATOM 


2245 


CD1 


LEU 


316 


29.850 


9.149 


65.370 


1.00 25.34 


B 


ATOM 


2246 


CD2 


LEU 


316 


30.609 


7.299 


66.840 


1.00 22.84 


B 


ATOM 


2247 


C 


LEU 


316 


26.567 


8.664 


67.506 


1.00 23.18 


B 


ATOM 


2248 


O 


LEU 


316 


25.892 


8.590 


66.480 


1.00 22.77 


B 


ATOM 


2249 


N 


THR 


317 


26.369 


7.855 


68.543 


1.00 22.09 


B 


ATOM 


2250 


CA 


THR 


317 


25.346 


6.817 


68-470 


1.00 22.50 


B 


ATOM 


2251 


CB 


THR 


317 


25.459 


5.809 


69.651 


1.00 20.87 


B 


ATOM 


2252 


OG1 


THR 


317 


25.198 


6.472 


70.892 


1.00 19.26 


B 


ATOM 


2253 


CG2 


THR 


317 


26.848 


5.192 


69.682 


1.00 20.16 


B 


ATOM 


2254 


C 


THR 


317 


23.923 


7.367 


68.394 


1.00 23.49 


B 
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ATOM 


2255 


0 


THR 


317 


23.025 


6.684 


67.929 


1.00 23.95 


B 


ATOM 


2256 


N 


ARG 


318 


23.723 


8.606 


68.836 


1.00 23.82 


B 


ATOM 


2257 


CA 


ARG 


318 


22.402 


9.225 


68.764 


1.00 25.01 


B 


ATOM 


2258 


CB 


ARG 


318 


22.317 


10.426 


69.705 


1.00 28.63 


B 


ATOM 


2259 


CG 


ARG 


318 


21.923 


10.065 


71.120 


1.00 34.53 


B 


ATOM 


2260 


CD 


ARG 


318 


22.260 


11.179 


72.094 


1.00 38.92 


B 


ATOM 


2261 


NE 


ARG 


318 


21.606 


12.436 


71.745 


1.00 45.13 


B 


ATOM 


2262 


CZ 


ARG 


318 


20.293 


12.642 


71.792 


1.00 47.64 


B 


ATOM 


2263 


NH1 


ARG 


318 


,19.479 


11.666 


72.177 


1.00 49.68 


B 


ATOM 


2264 


NH2 


; ARG 


318 


19.796 


13.826 


71.456 


1.00 45.41 


B 


ATOM 


2265 


C 


ARG 


318 


22.127 


9.674 


67.335 


1.00 24.81 


B 


ATOM 


2266 


0 


ARG 


318 


21.015 


9.522 


66.828 


1.00 24.93 


B 


ATOM 


2267 


N 


ILE 


319 


23.149 


10.217 


66.684 


1.00 22.86 


B 


ATOM 


2268 


CA 


ILE 


319 


23.001 


10.688 


65.313 


1.00 23.60 


B 


ATOM 


2269 


CB 


ILE 


319 


24.197 


11.588 


64 . 893 


1.00 22.37 


B 


ATOM 


2270 


CG2 


ILE 


319 


24.089 


11.947 


63.410 


1.00 22.84 


B 


ATOM 


2271 


CGI 


ILE 


319 


24.224 


12.861 


65.748 


1.00 22.76 


B 


ATOM 


2272 


CD1 


ILE 


319 


25.457 


13.738 


65.533 


1.00 17.34 


B 


ATOM 


2273 


C 


ILE 


319 


22.903 


9.532 


64.322 


1.00 24.40 


B 


ATOM 


2274 


0 


ILE 


319 


22.144 


9.585 


63.381 


1.00 23.60 


B 


ATOM 


2275 


N 


LEU 


320 


23.688 


8.486 


64.556 


1.00 27.00 


B 


ATOM 


2276 


CA 


LEU 


320 


23.725 


7.331 


63.664 


1.00 28.83 


B 


ATOM 


2277 


CB 


LEU 


320 


25.180 


7.037 


63.274 


1.00 26.75 


B 


ATOM 


2278 


CG 


LEU 


320 


26.035 


8.151 


62.668 


1.00 28.19 


B 


ATOM 


2279 


CD1 


LEU 


320 


27.479 


7.720 


62.710 


1.00 27.81 


B 


ATOM 


2280 


CD2 


LEU 


320 


25.601 


8.459 


61.237 


1.00 26.81 


B 


ATOM 


2281 


C 


LEU 


320 


23.098 


6.053 


64.220 


1.00 30.42 


B 


ATOM 


2282 


0 


LEU 


320 


23.501 


4.957 


63.841 


1.00 31.06 


B 


ATOM 


2283 


N 


GLN 


321 


22.097 


6.188 


65.085 


1.00 32.73 


B 


ATOM 


2284 


CA 


GLN 


321 


21.457 


5.012 


65.674 


1.00 34.42 


B 


ATOM 


2285 


CB 


GLN 


321 


20.466 


5.419 


66.777 


1.00 35.23 


B 


ATOM 


2286 


CG 


GLN 


321 


19.195 


6.116 


66.314 


1.00 39,71 


B 
B 


ATOM 


2287 


CD 


GLN 


321 


18.320 


6.569 


67.488 


1.00 42.32 


ATOM 


2288 


OE1 


GLN 


321 


17.881 


5.755 


68.298 


1.00 42.09 


B 


ATOM 


2289 


NE2 


GLN 


321 


18.069 


7.877 


67.577 


1.00 44.14 


B 


ATOM 


2290 


C 


GLN 


321 


20.758 


4.102 


64.663 


1.00 33.44 


B 


ATOM 


2291 


o 


GLN 


321 


20.677 


2.901 


64.868 


1.00 34.48 


B 


ATOM 


2292 


N 


ASP 


322 


20.261 


4.666 


63.569 


1.00 32.24 


B 


ATOM 


2293 


CA 


ASP 


322 


19.583 


3.839 


62.575 


1.00 33.02 


B 


ATOM 


2294 


CB 


ASP 


322 


18.780 


4.693 


61.595 


1.00 32.22 


B 


ATOM 


2295 


CG 


ASP 


322 


17.790 


3.871 


60.783 


1.00 32.38 


B 


ATOM 


2296 


OD1 


ASP 


322 


17.716 


4.061 


59.548 


1.00 32.08 


B 


ATOM 


2297 


OD2 


ASP 


322 


17.074 


3.045 


61.382 


1.00 30.54 


B 


ATOM 


2296 


C 


ASP 


322 


20.598 


3.011 


61.794 


1.00 32.49 


B 


ATOM 


2299 


0 


ASP 


322 


20.228 


2.175 


60.988 


1.00 32.45 


B 


ATOM 


2300 


N 


SER 


323 


21.880 


3.274 


62.030 


1.00 32.77 


B 


ATOM 


2301 


CA 


SER 


323 


22.951 


2.547 


61.361 


1.00 30.97 


B 


ATOM 


. 2302 


CB 


SER 


323 


24.122 


3.480 


61.067 


1.00 28.95 


B 


ATOM 


2303 


OG 


SER 


323 


23.837 


4.320 


59.959 


1.00 27.41 


B 


ATOM 


2304 


C 


SER 


323 


23.416 


1.374 


62.224 


1.00 30.75 


B 


ATOM 


2305 


0 


SER 


323 


24.171 


0.517 


61.783 


1.00 29.17 


B 


ATOM 


2306 


N 


LEU 


324 


22.966 


1.352 


63.470 


1.00 30.45 


B 


ATOM 


2307 


CA 


LEU 


324 


23.326 


0.270 


64.363 


1.00 31.28 


B 


ATOM 


2308 


CB 


LEU 


324 


24.046 


0.809 


65.606 


1.00 31.28 


B 


ATOM 


2309 


CG 


LEU 


324 


25.476 


1.353 


65.463 


1.00 32.14 


B 


ATOM 


2310 


GDI 


LEU 


324 


26.308 


0.424 


64.587 


1.00 33.04 


B 


ATOM 


2311 


CD2 


LEU 


324 


25.436 


2.739 


64 .862 


1.00 34.26 


B 


ATOM 


2312 


C 


LEU 


324 


22.081 


-0.511 


64.771 


1.00 31.54 


B 


ATOM 


2313 


O 


LEU 


324 


21.468 


-0,235 


65.785 


1.00 31.30 


B 


ATOM 


2314 


N 


GLY 


325 


21.715 


-1.490 


63.950 


1.00 33.73 


B 


ATOM 


2315 


CA 


GLY 


325 


20.554 


-2.311 


64.249 


1.00 33.79 


B 


ATOM 


2316 


C 


GLY 


325 


19.244 


-1.636 


63.901 


1.00 33.20 


B 


ATOM 


2317 


O 


GLY 


325 


18.218 


-1.905 


64.517 


1.00 33.16 


B 


ATOM 


2318 


N 


GLY 


326 


19.286 


-0.754 


62.909 


1.00 32.43 


B 


ATOM 


2319 


CA 


GLY 


326 


18.090 


-0.048 


62.499 


1.00 33.13 


B 


ATOM 


2320 


C 


GLY 


326 


17.704 


-0.420 


61.088 


1.00 34.86 


B 


ATOM 


2321 


0 


GLY 


326 


17.905 


-1.541 


60.680 


1.00 34.93 


B 


ATOM 


2322 


N 


ARG 


327 


17.157 


0.535 


60.343 


1.00 37.13 


B 


ATOM 


2323 


CA 


ARG 


327 


16.748 


0.278 


58.974 


1.00 38.94 


B 


ATOM 


2324 


CB 


ARG 


327 


15.327 


0.784 


58.753 


1.00 43.05 


B 


ATOM 


2325 


CG 


ARG 


327 


14.278 


0.034 


59.559 


1.00 49.59 


B 


ATOM 


2326 


CD 


ARG 


327 


12.872 


0.464 


59.159 


1.00 54.64 


B 


ATOM 


2327 


NE 


ARG 


327 


12.071 


-0.657 


58.665 


1.00 60.40 


B 
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ATOM 


2328 


CZ 


ARG 


771 


11 ICQ 

XZ . JDO 


ATOM 


2329 


NH1 ARG 


•JOT 
JZ / 


13 . 441 


ATOM 


2330 


NH2 ARG 


■JOT 
JZ 1 


JLJL . bDO 


ATOM 


2331 


C 


ARG 


lOT 
J<S / 


17 . 686 


ATOM 


2332 


O 


ARG 


771 


17 . 249 


ATOM 


9777 


N 


THR 


71Q 


18.979 


ATOM 


977d 


CA 


THR 


J*SO 


19 . 983 


ATOM 


2335 


CB 


THR 




20 . 715 


ATOM 


2336 


OG1 THR 


J40 


19 - 798 


ATOM 


2337 


CG2 THR 


328 


21 . 847 


ATOM 


2338 


C 


THR 


328 


21 . 040 


ATOM 


977Q 


0 


THR 


HQ 


21 . 630 


ATOM 


Z JfiU 


N 


ARG 


HQ 


21 . 274 




7741 


CA 


ARG 


329 


22 . 281 


ATOM 


2342 


CB 


ARG 


HQ 

jzy 


22 .354 


ATOM 


9747 


CG 


ARG 


HQ 


23 . 146 


ATOM 




CD 


ARG 


HQ 

J^y 


23 . 642 


ATOM 


2345 


NE 


ARG 


HQ 


24 . 253 


ATOM 


2346 


CZ 


ARG 


HQ 


25 .297 


ATOM 


2347 


NH1 


ARG 


770 
jz.y 


1C OIA 

ZO . o/4 


ATOM 


2348 


NH2 


ARG 


HQ 

j^y 


25 .772 


ATOM 


2349 


C 


ARG 


HO 


17 CI C 

Zj - bib 


ATOM 


2350 


o 


ARG 


HQ 

J^y 


1/1 f»7 A 

. UJ4 


ATOM 


2351 


N 


THR 


77n 


i/i in 


ATOM 


2352 


CA 


THR 


330 


ZO . j4 JL 


ATOM 


2353 


CB 


THR 


77n 


4.3 . 4JL U 


ATOM 


2354 


OG1 


THR 




OA ROC 


ATOM 


2355 


CG2 


THR 


77n 
j ju 


ZD. / OU 


ATOM 


2356 


C 


THR 


77n 

J JV 


1<J hi 
/SO . /Zj 


ATOM 


2357 


O 


THR 


77fi 


ic cm 


ATOM 


2358 


N 


SER 


771 


1*7 QCD 


ATOM 


2359 


CA 


SER 


171 
JjI 


lO 1 C\A 

zy . 1U4 


ATOM 


2360 


CB 


SER 




1Q ^ ^ 7 


ATOM 


2361 


OG 


SER 


7 71 

J j JL 


O Q AAA 

Za . 444 


ATOM 


2362 


C 


SER 


771 


7f» 1 Q1 

ju . j.yi 


ATOM 


2363 


0 


SER 


771 


7ft n n 
JU. zxu 


ATOM 


2364 


N 


I LB 


7 77 


71 noc 
JJL . Uob 


ATOM 


2365 


CA 


JLB 


771 


77 1 1Q 

jz . jl / y 


ATOM 


2366 


CB 


ILE 


7 71 


32 . 119 


ATOM 


2367 


CG2 


ILE 


7 71 


7 7 1£1 
J J . JO 7 


ATOM 


2368 


CGI 


ILE 


7 71 


7/1 Q/t Q 

JO - 849 


ATOM 


2369 


CD1 


ILE 


771 


7rt IT/1 1 
JU . o41 


ATOM 


2370 


C 


JLE 


7 71 
J J^ 


33 . 484 


ATOM 


7771 


0 


ILE 


7H 
JJZ 


33 . 635 


ATOM 


7777 


N 


ILE 


711 
J J J 


34 . 421 


ATOM 


2373 


CA 


ILE 


7 77 


7 C 71 Q 

j?. /m 


ATOM 


777/1 


CB 




7 7 7 


36 . 096 


ATOM 


2375 


CG2 


ILE 


7 77 
J JJ 


7i Am 
J / . 4UJL 


ATOM 


2376 


CGI 


ILE 


777 

JJJ 


34 . 993 


ATOM 


2377 


CD1 


ILE 


777 


7 C 1Q1 

J3. zy / 


ATOM 


2378 


C 


ILE 


777 


7 C 17 C 
JO. /JO 


ATOM 


2379 


O 


ILE 


777 
JJJ 


71 ni rz 
jr. UJLD 


ATOM 


2380 


N 


ALA 
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0.304 57.272 1.00 29.07 B 
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-1.190 58.472 1.00 20.58 B 

-1.704 59.917 1.00 16.78 B 
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48.694 -2.250 60.570 1.00 23.58 
49.399 -1.491 61.685 1.00 22.57 
50.792 -1.737 61.645 1.00 21.86 
49.395 -3.600 60.389 1.00 27.32 
49.123 -4.548 61.122 1.00 27.36 
50.320 -3.688 59.416 1.00 28.03 
50.612 -2.678 58.383 1.00 29.38 
51.063 -4.919 59.147 1.00 30.56 
51.485 -4.743 57.698 1.00 29.47 
51.804 -3.283 57.657 1.00 28.25 
52.274 -5.047 60.074 1.00 31.99 
52.903 -6.083 60.131 1.00 32.55 
52.586 -3.972 60.790 1.00 33.15 
53.732 -3.955 61.690 1.00 34.44 
54.051. -2.518 62.109 1.00 35.58 
53.505 -4.816 62.918 1.00 35.05 
52.391 -4.956 63.386 1.00 35.58 
54.585 -5.380 63.447 1.00 36.34 
54.479 -6.236 64.615 1.00 36.42 
55,694 -7.162 64.717 1.00 36.55 
56.891 -6.431 64.909 1.00 37.23 
54.324 -5.457 65.914 1.00 36.18 
53.769 -5.969 66.871 1.00 36.17 
54.803 -4.220 65.957 1.00 36.13 
54.664 -3.453 67.190 1.00 38.21 
55.663 -2.296 67.239 1.00 40.75 
55.293 -1.011 66.500 1.00 44.27 
56.054 0.160 67.121 1.00 44.94 
55.597 -1.158 65.011 1.00 45.97 
53.244 -2.912 67.337 1.00 36.82 
52.944 -2.185 68.259 1.00 37.65 
52.376 -3.288 66.408 1.00 36.59 
50.983 -2.856 66.416 1.00 35.71 
50.636 -2.219 65.071 1.00 34.64 
51.343 -0.903 64.865 1.00 34.11 
51.904 -0.649 63.808 1.00 32.85 
51.315 -0.052 65.888 1.00 32.94 
50.084 -4.048 66.661 1.00 35.91 
48.860 -3.958 66.561 1.00 37.26 
50.720 -5.164 66.993 1.00 34. S6 
50.033 -6.419 67.244 1.00 32.49 
51.019 -7.433 67.836 1.00 31.23 
50.546 -8.858 68.135 1.00 31.25 
50.001 -8.944 69.548 1.00 32.82 
49.504 -9.286 67.101 1.00 30.64 
48.817 -6.295 68.140 1.00 30.37 
47.714 -6.608 67.732 1.00 29.24 
49.023 -5.831 69.364 1.00 30.64 
47.922 -5.710 70.307 1.00 32.19 
48.442 -5.121 71.619 1.00 34.78 
47.460 -5.189 72.761 1.00 42.18 
48.107 -4.861 74.099 1.00 47.80 
48.743 -3.785 74.209 1.00 48.41 
47.982 -5.686 75.036 1.00 49.00 
46.736 -4.899 69.760 1.00 30.46 
45.600 -5.355 69.802 1.00 29.53 
46.991 -3.707 69.234 1.00 29.30 
45.901 -2.891 68.703 1.00 29.30 
46.393 -1.477 68.349 1.00 29.27 
46.618 -0.581 69.565 1.00 29.72 
45.337 -0.285 70.330 1.00 30.47 
45.429 0.193 71.482 1.00 33.09 
44.241 -0.521 69.786 1.00 30.71 
45.277 -3.556 67.476 1.00 27.38 
44.082 -3.423 67.233 1.00 28.53 
46.084 -4.283 66.711 1.00 24.59 
45.576 -4.979 65.530 1.00 23.55 
46.717 -5.588 64.721 1.00 22.82 
47.503 -4.534 64.147 1.00 24.62 
46.173 -6.473 63.618 1.00 23.82 
44.597 -6.083 65.937 1.00 22.61 
43.617 -6.343 65.252 1.00 22.38 
44.873 -6.732 67.062 1.00 23.16 
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O 
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o 
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2708 
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HOH 


ATOM 


2709 


o 


HOH 


ATOM 


2710 


o 


HOH 


ATOM 


2711 


o 


HOH 


ATOM 


2712 


o 


HOH 


ATOM 


2713 


o 


HOH 


ATOM 


2714 


o 


HOH 


ATOM 


2715 


o 


HOH 


ATOM 


2716 


o 


HOH 


ATOM 


2717 


o 


HOH 


ATOM 


2718 


o 


HOH 


ATOM 


2719 


o 


HOH 


ATOM 


2720 


o 


HOH 


ATOM 




O 


HOH 


ATOM 


2722 


o 


HOH 


ATOM 


2723 


O 


HOH 


ATOM 


2724 


o 


HOH 


ATOM 


2725 


o 


HOH 


ATOM 


2726 


o 


HOH 


ATOM 


2727 


o 


HOH 


ATOM 


2728 


o 


HOH 


ATOM 


2729 


O 


HOH 


ATOM 


2730 


O 


HOH 


ATOM 


2731 


O 


HOH 


ATOM 


2732 


O 


HOH 


ATOM 


2733 


o 


HOH 


ATOM 


2734 


0 


HOH 


ATOM 


2735 


o 


HOH 


ATOM 


2736 


o 


HOH 


ATOM 


2737 


o 


HOH 



62 


28.763 


26.533 


66 


38.448 


-0.512 


67 


31.394 


24.733 


68 


40.487 


5.787 


69 


52.548 


19.976 


70 


40.043 


-1.641 


71 


21.370 


18.117 


73 


45.431 


-1.388 


74 


12.109 


0.216 


78 


41.390 


5.467 


79 


38.398 


-10.202 


84 


46.457 


-1.971 


87 


2.291 


6.433 


88 


46.187 


3.359 


89 


51.911 


4.577 


90 


45.811 


18.580 


91 


47.734 


13.013 


92 


23.555 


15.386 


93 


43. 670 


-2.643 


94 


27.978 


20.947 


95 


44.678 


-7.048 


97 


37.124 


2.776 


98 


32.730 


25.500 


101 


46.793 


22.739 


104 


20.079 


21.304 


105 


30.653 


-3.670 


106 


46. 987 


13.182 


109 


43 .794 


0.066 


in 


o c: on o 


9 . 102 


113 


44.655 


15.401 


115 


18.285 


12.456 


116 


47.999 


-0.217 


117 


23.508 


25.313 


119 


27.220 


-14.904 


120 


47.343 


8.255 


128 


28.608 


-6.298 


132 


6.107 


15.208 


133 


26.812 


14.766 


135 


46.950 


10.746 


136 


24.332 


1.606 


138 


50.215 


2.473 


139 


22.069 


24.748 


140 


44.497 


-18.491 


141 


15.900 


-4.594 


143 


14.793 


-3.866 



62.454 1.00 35.09 S 
37.739 1.00 44.71 S 
63.775 1.00 40.50 S 

72.041 1.00 37.21 S 

38.009 1.00 24.27 S 

68.804 1.00 21.10 S 

39.097 1.00 47.89 S 

51.309 1.00 36.21 S 

54.870 1.00 45.32 S 

40.236 1.00 31.36 S 

49.709 1.00 28.25 S 

63.989 1.00 20.69 S 

36.064 1.00 27.27 S 

74.292 1.00 30.60 S 

56.634 1.00 44.94 S 
66.703 1.00 26.87 S 
72.702 1.00 32.94 S 
53.064 1.00 29.56 S 
73.172 1.00 27.18 S 
70.487 1.00 41.48 S 
71.862 1.00 24.48 S 
73.009 1.00 36.39 S 
47.607 1.00 42.43 S 
62.116 1.00 28.62 S 

46.635 1.00 44.83 S 
75.744 1.00 35.11 S 
34.815 1.00 16.99 S 
55.803 1.00 30.02 S 
28.662 1.00 32.86 S 
59.741 1.00 25.68 S 
33.587 1.00 30.40 S 
48.915 1.00 36.92 S 
66.864 1.00 47.95 S 
55.904 1.00 35.41 s 
68.520 1.00 37.89 S 
48.882 1.00 26.00 S 
42.672 1.00 30.09 S 
57.900 1.00 17.88 S 
67.779 1.00 31.59 S 
79.565 1.00 28.86 S 
62.680 1.00 35.95 S 
54.683 1.00 25.56 S 
58.486 1.00 49.65 S 
62.687 1.00 33.93 S 
47.507 1.00 45.81 S 
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TABLE 4 

REMARK FI LENAME= " Compound 4-2eL_2dpb.pdb" 
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CA 
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31 


fift RA1 
OU . o*4 J 


ATOM 
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CB 
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31 
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31 


eft RA9 
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2726 


0 
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31 
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ox - /**y 


ATOM 
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N 
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32 
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3 j . oxy 


ATOM 


2728 


CA 


GLU 


32 


59. 692 


ATOM 


2729 


CB 


GLU 


32 


58.215 


ATOM 


2730 


CG 


GLU 


32 


57.429 


ATOM 


2731 


CD 


GLU 


32 


55.933 


ATOM 


2732 


OE1 


GLU 


32 


55.191 


ATOM 


2733 


OE2 


GLU 


32 


55.504 


ATOM 


2734 


C 


GLU 


32 


60.487 


ATOM 


2735 


O 


GLU 


32 


61.130 


ATOM 


2736 


N 


ARG 


33 


60.436 


ATOM 


2737 


CA 


ARG 


33 


61.150 


ATOM 


2738 


CB 


ARG 


33 


60.690 


ATOM 


2739 


CG 


ARG 


33 


60.911 


ATOM 


2740 


CD 


ARG 


33 


60.238 


ATOM 


2741 


NE 


ARG 


33 


60.663 


ATOM 


2742 


CZ 


ARG 


33 


61.889 


ATOM 


2743 


NH1 


ARG 


33 


62.838 


ATOM 


2744 


NH2 


ARG 


33 


62.168 



-3.742 55.996 1.00 16.78 B 

-5.088 55.932 1.00 14.53 B 

-5.147 56.865 1.00 15.92 B 

-2.706 55.216 1.00 17.93 B 

-2.743 53.991 1.00 19.83 B 

-1.774 55.922 1.00 20.13 B 

-0.779 55.242 1.00 23.56 B 

0.441 56.122 1.00 23.04 B 

0.108 57.480 1.00 25.34 B 

1.335 58.248 1.00 25.85 B 

1.635 57.970 1.00 27.66 B 

1.425 58.830 1.00 29.35 B 

0.914 60.030 1.00 28.00 B 

1.729 58.494 1.00 29.65 B 

-1.360 54.924 1.00 26.17 B 

-2.367 55.500 1.00 27.47 B 

-0.748 53.976 1.00 28.46 B 

0.221 52.972 1.00 28.96 B 

-1.225 53.617 1.00 30.05 B 

-0.791 52.157 1.00 29.21 B 

0.508 52.153 1.00 27.78 B 

-0.565 54.551 1.00 30.74 B 

0.387 55.255 1.00 30.33 B 

-1.065 54.559 1.00 33.00 B 

-0.488 55.397 1.00 35.47 B 

-1.349 55.423 1.00 34.78 B 

-2.621 56.180 1.00 34.30 B 

-3.848 55.506 1.00 33.11 B 

-2.598 57.566 1.00 34.50 B 

-5.030 56.204 1.00 32.04 B 

-3.779 58.283 1.00 34.83 B 

-5.002 57.594 1.00 34.76 B 

0.848 54.837 1.00 37.44 B 

1.019 53.640 1.00 37.96 B 

1.797 55-719 1.00 41.21 B 

3.114 55.288 1.00 43.97 B 

4.190 56.280 1.00 42.30 B 

3.843 57.724 1.00 41.84 B 

3.554 58.038 1.00 40.87 B 

3.866 58.604 1.00 40.16 B 

3.112 55.190 1.00 47.03 B 

2.179 55.651 1.00 48.57 B 

4.156 54.594 1.00 49.85 B 

4.258 54.442 1.00 52.56 B 

5.641 53.928 1.00 52.63 B 

5.735 52.409 1.00 53.20 B 

7.194 51.973 1.00 53.18 B 

4.862 51.935 1.00 54.30 B 

3.978 55.695 1.00 54.36 B 

3.347 55.619 1.00 54.97 B 

4.453 56.847 1.00 56.36 B 

4.228 58.097 1.00 58.76 B 

5.057 59.202 1.00 58.55 B 

2.742 58.487 1.00 60.40 B 

2.266 59.167 1.00 60.67 B 
2.016 58.045 1.00 61.95 B 
0.594 58.350 1.00 63.39 B 
0.187 58.322 1.00 62.91 B 
0.683 59.524 1.00 62.16 B 
0.669 59.299 1.00 61.37 B 
0.841 60.289 1.00 60.97 B 
0.497 58.138 1.00 60.36 B 

-0-318 57.414 1.00 64.76 B 

-1.261 57.860 1.00 64.21 B 

-0.039 56.116 1.00 66.90 B 

-0.855 55.141 1.00 69.19 B 

-0.503 53.719 1.00 70.74 B 

0.953 53.310 1.00 73.78 B 

1.267 51.977 1.00 75.17 B 
0.349 50.920 1.00 76.52 B 
0.301 50.400 1.00 76.92 B 
1.122 50.829 1.00 76.57 B 

-0.569 49.441 1.00 78.04 B 
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33 62.650 -0.654 

33 63.439 -1.524 

34 63.038 0.500 
34 64.447 0.798 
34 64.623 2.254 
34 64.611 3.267 
34 66.023 3.637 
34 66.769 2.463 
34 68.154 2.852 
34 65.006 -0.137 

34 66.207 -0.424 

35 64.130 -0.612 
35 64.522 -1.526 
35 63.780 -1.177 
35 64.223 -2.970 

35 64.198 -3.854 

36 64.001 -3.194 
36 63.689 -4.519 
36 64.937 -5.405 
36 65.906 -4.912 
36 62.579 -5.159 

36 62.721 -6.270 

37 61.469 -4.435 
37 60.320 -4.880 
37 59.256 -3.784 
37 59.699 -6.185 

37 59.490 -6.404 

38 59.400 -7.042 
38 58.795 -8.347 
38 59.420 -9.381 
38 59.426 -8.963 
38 58.878 -9.543 
38 60.083 -7.837 
38 59.939 -7.744 
38 59.211 -8.766 
38 57.296 -8.223 

38 56.890 -7.787 

39 56.472 -8.605 
39 55.026 -8.500 
39 54.295 -8.575 
39 52.903 -8.490 
39 54.444 -9.616 

39 54.750 -10.773 

40 53.603 -9.247 
40 52.967 -10.222 
40 53.039 -9.786 
40 54.493 -9.677 
40 52.307 -8.458 
40 52.102 -8.097 
40 51.501 -10.426 

40 50.757 -11.084 

41 51.Q97 -9.863 
41 49.720 -9.986 
41 48.982 -8.617 
41 47.559 -8.778 
41 48.964 -8.048 
41 49.685 -10.526 

41 50.357 -10.022 

42 48.886 -11.565 
42 48.727 -12.189 
42 49.228 -13.626 
42 50.715 -13.762 
42 51.222 -15.139 
42 50.467 -16.105 
42 52.373 -15.262 
42 47.264 -12.207 

42 46.425 -12.745 

43 46,959 -11.615 
43 45.581 -11.575 
43 45.241 -10.172 
43 45.291 -8.913 
43 45.306 -12.597 
43 46.052 -12.722 



55.297 1.00 70.11 B 

54.943 1.00 70.36 B 

55.832 1.00 71.13 B 

56.053 1.00 72.18 B 

56.498 1.00 73.21 B 

55.363 1.00 74.27 B 

54.921 1.00 74.99 B 

54.306 1.00 74.88 B 

53.916 1.00 75.81 B 

57.123 1.00 72.12 B 

57.142 1.00 72.82 B 

58.007 1.00 71.37 B 

59.077 1.00 69.94 B 

60.361 1.00 69.77 B 

58.685 1.00 69.24 B 

59.542 1.00 69.32 B 

57.388 1.00 68.43 B 

56.848 1.00 66.99 B 

56.860 1.00 67.27 B 

55.959 1.00 67.40 B 

57.674 1.00 65.70 B 

58.185 1.00 65.65 B 

57.791 1.00 64.41 B 

58.568 1.00 62.00 B 

58.601 1.00 62.35 B 

58.093 1.00 59.79 B 

56.909 1.00 58.90 B 

59.061 1.00 58.16 B 

58.828 1.00 55.57 B 

59.785 1.00 57.59 B 

61.233 1.00 58.97 B 

62.328 1.00 58.78 B 

61.689 1.00 58.86 B 

63.000 1.00 58.84 B 

63.412 1.00 58.91 B 

59.086 1.00 53.05 B 

60.163 1.00 54.10 B 

58.114 1.00 48.25 B 

58.290 1.00 42.98 B 

56.970 1.00 42.55 B 

57.201 1.00 39.13 B 

59.130 1.00 40.52 B 

58.919 1.00 39.58 B 

60.092 1.00 38.79 B 

60.979 1.00 36.32 B 

62.478 1.00 37.00 B 

62.925 1.00 37.72 B 

62.692 1.00 37.68 B 

64.161 1.00 37.35 B 

60.611 1.00 34.00 B 

61.319 1.00 32.93 B 

59.482 1.00 33.39 B 

59.028 1.00 32.21 B 

59.042 1.00 31.99 B 

58.536 1.00 30.52 B 

60.445 1.00 32.73 B 

57.610 1.00 32.35 B 

56.728 1.00 31.91 B 

57.417 1.00 33-52 B 

56.112 1.00 34.79 B 

56.142 1.00 34.88 B 

55.882 1.00 35.91 B 

56.222 1.00 36.62 B 

55.996 1.00 35.55 B 

56.704 1.00 36.67 S 

55.689 1.00 34.67 B 

56.388 1.00 35.11 B 

54.540 1.00 33.53 B 

54.074 1.00 33.64 B 

53.575 1.00 31.73 B 

54.863 1.00 30.24 B 

52.985 1.00 34.68 B 

52.025 1.00 35.47 B 
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44 44.220 -13.335 

44 43-821 -14.347 

44 43.698 -15.710 

44 43.627 -16.858 

44 43.029 -16.681 

44 44.166 -17.941 

44 42.452 -13.949 

44 41.433 -14.323 

45 42.415 -13.177 
45 43.558 -12.792 
45 41.162 -12.727 
45 41.646 -11.834 
45 42.892 -12.518 
45 40.254 -13.872 

45 39.046 -13.805 

46 40.834 -14.912 
46 40.051 -16.057 
46 40.943 -17.087 
46 40.099 -18.269 
46 41.642 -16.436 
46 39.354 -16.728 

46 38.172 -17.082 

47 40.089 -16.902 
47 39.520 -17.512 
47 40.627 -18.142 
47 40.138 -19.170 
47 40.088 -20.569 
47 41.427 -21.065 
47 42.361 -21.291 
47 42.101 -21.066 
47 43.558 -21.744 
47 38.817 -16.436 

47 38.091 -16.734 

48 39.054 -15.178 
48 38.456 -14.051 
48 36.938 -14.158 
48 36.361 -14.145 
48 34.854 -14.249 
48 34.338 -14.550 
48 34.704 -13.479 
48 38.903 -13.978 

48 38.140 -13.593 

49 40.151 -14.352 
49 40.692 -14.330 
49 41.168 -15.719 
49 40.135 -16.815 
49 40.760 -18.160 
49 40.028 -19.168 
49 41.986 -18.211 
49 41.924 -13.438 

49 42.648 -13.164 

50 42.123 -12.973 
50 43.276 -12.164 
50 42.852 -10.738 
50 41.863 -10.851 
50 44.047 -9.968 
50 43.909 -12.995 

50 43.234 -13.410 

51 45.197 -13.286 
51 45.867 -14.078 
51 46.398 -15.380 
51 46.705 -16.299 
51 47.013 -13.293 

51 47.893 -12.781 

52 46.998 -13.213 
52 48.000 -12.463 
52 47.311 -11.480 
52 48.336 -10.624 
52 46.341 -10.607 
52 48.974 -13.331 

52 48.567 -14.267 

53 50.265 -13.018 
53 51.276 -13.778 



53.160 1.00 34.51 B 

52.196 1.00 35.72 B 

52.875 1.00 37.74 B 

51.880 1.00 39.14 B 

50.787 1.00 38.15 B 

52.206 1.00 40.23 B 

51.662 1.00 36.02 B 

52.228 1.00 34.41 B 

50.566 1.00 36.48 B 

49.725 1.00 37.08 B 

49.962 1.00 36.44 B 

48.828 1.00 36.90 B 

48.398 1.00 37.61 B 

49.518 1.00 36.95 B 

49.685 1.00 37.27 B 

48.930 1.00 37.39 B 

48.479 1.00 37.62 B 

47.773 1.00 38.49 B 
47.334 1.00 39.31 B 
46.584 1.00 38.33 B 
49.665 1.00 37.65 B 
49.606 1.00 38.03 B 
50.752 1.00 37.10 B 
51.947 1.00 37.76 B 
52.797 1.00 40.98 B 
53.811 1.00 45.53 B 
53.205 1.00 48.08 B 
52.905 1.00 51.05 B 
53.826 1.00 53.04 B 
55.108 1.00 53.32 B 
53.467 1.00 53.55 B 

52.774 1.00 35.87 B 
53.702 1.00 35.14 B 
52.420 1.00 34.57 B 
53.125 1.00 32.91 B 
53.092 1.00 34.16 B 
51.693 1.00 36.73 B 
51.706 1.00 37.41 B 
50.314 1.00 38.70 B 
49.344 1.00 36.20 B 

54.578 1.00 31.33 B 
55.440 1.00 31.50 B 
54.836 1.00 29.95 B 
56.193 1.00 27.26 B 
56.633 1.00 28.44 B 

56.656 1.00 28.64 B 
56.980 1.00 29.46 B 
56.992 1.00 29.37 B 
57.220 1.00 29.95 B 
56.344 1.00 24.62 B 
55.395 1.00 23.41 B 
57.565 1.00 23.85 B 
57.915 1.00 22.58 B 
58.417 1.00 21.03 B 
59.540 1.00 20.58 B 

58.884 1.00 19.55 B 
59.036 1.00 23.21 B 
59.959 1.00 22.47 B 
58.923 1.00 24.22 B 
59.950 1.00 26.05 B 
59.352 1.00 26.43 B 
60.383 1.00 26.88 B 

60.579 1.00 26.62 B 
59.868 1.00 26.40 B 
61.908 1.00 27.16 B 

62.657 1.00 29.10 B 
63.640 1.00 28.02 B 
64.340 1.00 27.20 B 

62.885 1.00 27.34 B 
63.442 1.00 30.28 B 
64.117 1.00 30.72 B 
63.342 1.00 31.46 B 
64.070 1.00 32.95 B 
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-18. 870 


64 . 762 


1.00 59.75 


T> 
i> 


ATOM 


2920 


CD2 


LEU 


57 


62.542 


-17 . 175 


64 . 472 


\ nn on 

X.UU 


B 


ATOM 


2921 


c 


LEU 


57 


58. 029 


-17 . 493 


62 . 921 


i on <ift m 

X.UU JO • Xu 


B 


ATOM 


2922 


o 


LEU 


57 


57.153 


-18.289 


63 . 245 


1 on sft ^7 

X.UU JD. J/ 


B 


ATOM 


2923 


N 


ALA 


58 


58.450 


-17.343 


61 . 665 


1 on *^7 n9 

X • UU J / . u^ 




ATOM 


2924 


CA 


ALA 


58 


57 .905 


-18 . 126 


60 . 555 


1 on fli 

X . UU 33 . OX 


B 


ATOM 


2925 


CB 


ALA 


58 


58.473 


-17 . 615 


59 . 235 


1 nn ^ 7s 

X . UU 33 . / 3 


TJ 

a 


ATOM 


2926 


c 


ALA 


58 


58 .193 


-19 . 622 


60 . 705 


1 on KA ftft 

X ■ UU 3ft . OO 


B 


ATOM 


2927 


o 


ALA 


58 


57 .350 


-90 460 


60 . 375 


1 nn ca An 

X • UU 3ft . ftU 


B 


ATOM 


2928 


N 


ASP 


59 


59.386 


-19 . 937 


61 . 211 


i on cn 

X.UU 33. OU 


B 


ATOM 


2929 


CA 


ASP 


59 


59 .845 


-21 . 316 


61 . 431 


1 nn *;i aq 
x . uu 31. *±y 


B 


ATOM 


2930 


CB 


ASP 


59 ' 


61 .254 


-21 . 290 


62 . 050 


1 nn si 00 
x . uu 31 . 


B 


ATOM 


2931 


CG 


ASP 


59 


61. 807 


-22 . 681 


62 . 338 


1 nn *\o in 

X.UU 3 A . xu 


B 


ATOM 


2932 


OD1 


ASP 


59 


62 . 005 


-23 . 464 


61 . 385 


1 nn ri sc 

X . UU 31.3Q 


B 


ATOM 


2933 


OD2 


ASP 


59 


62 . 051 


-22 . 987 


63 . 525 


1 nn ro cn 

X.UU 3*S . OU 


B 


ATOM 


2934 


Q 


ASP 


59 


58. 903 


—00 1 1 o 

— AA . X1U 


CO 77Q 
OZ . J JO 


1 nn >i q »n 
X . UU 


B 


ATOM 


2935 


o 


ASP 


59 


58. 742 


-23 . 315 


62 . 197 


1 nn aq aa 

X.UU fl 0 - o4 


B 


ATOM 


2936 


N 


LYS 


60 


58. 267 


-21 . 404 


63 .256 


i nn A7 rq 
x • uu *i 1 . 3 y 


B 


ATOM 


2937 


CA 


LYS 


60 


57.366 


-22.021 


64 . 208 


1 nn AC 47 
x • uu fto • *a / 


B 


ATOM 


2938 


CB 


LYS 


60 


58.178 


-22 . 949 


65.114 


1 nn 45 op 

X . UU ft 3 . OO 


B 


ATOM 


2939 


CG 


LYS 


60 


57 . 465 


-23 . 470 


66 . 345 


1 on 44 an 

X . UU . OO 


B 


ATOM 


2940 


CD 


LYS 


60 


58 .462 


-24 . 217 


67 . 209 


1 on 4*; to 

X . UU ** 3 . / 


B 


ATOM 


2941 


CE 


LYS 


60 


57 . 868 


-24 .729 


68 . 503 


i nn 47 1 ft 

X . UU 


B 


ATOM 


2942 


NZ 


LYS 


60 


58 .938 


-25 . 298 


69 . 384 


i on 4ft R4 

X • UU fJO • 3ft 


B 


ATOM 


2943 


c 


LYS 


60 


56.745 


-20 862 


64 . 977 


1 on 4«? 74 

X - UU 4 3 • /ft 


B 


ATOM 


2944 


o 


LYS 


60 


57.468 


-20 . 017 


65 . 532 


1 nn as cc 

X.UU 43.DQ 


B 


ATOM 


2945 


N 


SER 


61 


55 .417 


-20 802 


64 . 999 


1 nn A4 1 4 

X.UU ftft.Xft 


B 


ATOM 


2946 


CA 


SER 


61 


54.750 


-19 . 718 


65 . 697 


1 nn ao 10 

X . UU ft . OA 


TJ 

rS 


ATOM 


2947 


CB 


SER 


61 


54.900 


-18.419 


64 . 892 


1.00 43.45 


B 


ATOM 


2948 


OG 


SER 


61 


54.484 


-18.594 


63.545 


1.00 42.02 


B 


ATOM 


2949 


C 


SER 


61 


53.267 


-19.931 


65.980 


1.00 40.98 


B 


ATOM 


2950 


o 


SER 


61 


52.679 


-20.939 


65.613 


1.00 40.30 


B 


ATOM 


2951 


N 


SER 


62 


52.686 


-18.954 


66.669 


1.00 40.63 


B 


ATOM 


2952 


CA 


SER 


62 


51.265 


-18.944 


66.992 


1.00 38.79 


B 


ATOM 


2953 


CB 


SER 


62 


51.032 


-18.549 


68.445 


1.00 38.80 


B 


ATOM 


2954 


OG 


SER 


62 


51.678 


-19.441 


69.325 


1.00 38.30 


B 


ATOM 


2955 


C 


SER 


62 


50.634 


-17.862 


66.115 


1.00 37.30 


B 


ATOM 


2956 


O 


SER 


62 


51.293 


-16.906 


65.728 


1.00 37.14 


B 


ATOM 


2957 


N 


ARG 


63 


49.361 


-18.018 


65.783 


1.00 36.69 


B 


ATOM 


2958 


CA 


ARG 


63 


48.687 


-17.017 


64.959 


1.00 35.86 


B 


ATOM 


2959 


CB 


ARG 


63 


48.827 


-17.318 


63.453 


1.00 35.76 


B 


ATOM 


2960 


CG 


ARG 


63 


50.264 


-17.378 


62.918 


1.00 36.93 


B 


ATOM 


2961 


CD 


ARG 


63 


50.303 


-17.660 


61.418 


1.00 38.47 


B 


ATOM 


2962 


NE 


ARG 


63 


49.917 


-16.499 


60.608 


1.00 40.73 


B 


ATOM 


2963 


CZ 


ARG 


63 


50.685 


-15.428 


60.393 


1.00 40.83 


B 
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ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 



2964 

2965 

2966 

2967 

2968 

2969 

2970 

2971 

2972 

2973 

2974 

2975 

2976 

2977 

2978 

2979 

2980 

2981 

2982 

2983 

2984 

2985 

2986 

2987 

2988 

2989 

2990 

2991 

2992 

2993 

2994 

2995 

2996 

2997 

2998 

2999 

3000 

3001 

3002 

3003 

3004 

3005 

3006 

3007 

3008 

3009 

3010 

3011 

3012 

3013 

3014 

3015 

3016 

3017 

3018 

3019 

3020 

3021 

3022 

3023 

3024 

3025 

3026 

3027 

3028 

3029 

3030 

3031 

3032 

3033 

3034 

3035 

3036 



NH1 ARG 
NH2 ARG 
C ARG 



O 
N 
CA 
CB 



ARG 
LYS 
LYS 
LYS 



CG LYS 

CD LYS 

CE LYS 

NZ LYS 



C 
O 
N 



LYS 
LYS 
THR 



CA THR 
CB THR 
OG1 THR 
CG2 THR 
C THR 
O THR 
N TYR 
CA TYR 
CB TYR 
CG TYR 
CD1 TYR 
CE1 TYR 
CD2 TYR 
CE2 TYR 
CZ TYR 
OH TYR 
C TYR 
O TYR 
N THR 
CA THR 
CB THR 
OG1 THR 
CG2 THR 
C THR 
O THR 
N PHE 
CA PHE 
CB PHE 
CG PHE 
CD1 PHE 
CD2 PHE 
CE1 PHE 
CE2 PHE 
CZ PHE 
C PHE 
O PHE 
N ASP 
CA ASP 
CB ASP 
CG ASP 
OD1 ASP 
OD2 ASP 
C ASP 
ASP 
MET 



O 
N 

CA MET 
CB MET 



CG 

SD 

CE 

C 

O 

N 



MET 



MET 
MET 
MET 
VAL 



CA VAL 
CB VAL 
CGI VAL 
CG2 VAL 
C VAL 
O VAL 



63 

63 

63 

63 

64 

64 

64 

64 

64 

64 

64 

64 

64 

65 

65 

65 

65 

65 

65 

65 

66 

66 

66 

66 

66 

66 

66 

66 

66 

66 

66 

66 

67 

67 

67 

67 

67 

67 

67 

68 

68 

68 

68 

68 

'68 

68 

68 

68 

68 

68 

69 

69 

69 

69 

69 

69 

69 

69 

70 

70 

70 

70 

70 

70 

70 

70 

71 

71 

71 

71 

71 

71 

71 



51.896 

50.250 

47.206 

46.656 

46.578 

45.158 

44.913 

45.324 

44.298 

44.593 

43.520 

44.592 

45.114 

43.537 

42.917 

43.062 

44.442 

42.555 

41.449 

40.752 

40.999 

39.601 

39.480 

40.144 

41.524 

42.136 

39.387 

39.986 

41.357 

41.915 

39.027 

39.736 

37.747 

37.099 

36-299 

37.169 

35.679 

36.145 

35.383 

36.199 

35.322 

36.108 

36.688 

37.872 

36.028 

38.397 

36.539 

37.733 

34.664 

34.904 

33.836 

33.127 

31.988 

30.917 

30.875 

30.106 

34.071 

33.880 

35.089 

36.112 

35.686 

34.538 

34.155 

32.418 

37.378 

37.301 

38.540 

39.789 

40.496 

39.668 

40.726 

40.709 

40.841 



-15.353 
-14.433 
-16.982 
-17.920 
-15.865 
-15.676 
-14.444 
-14.581 
-15.378 
-15.324 
-15.964 
-15.428 
-14.604 
-16.156 
-16.020 
-17.321 
-17.701 
-17.120 
-15.688 
-16.313 
-14.677 
-14.232 
-12.844 
-12.695 
-12.584 
-12.420 
-12.641 
-12.474 
-12,367 
-12.234 
-14.136 
-13.786 
-14.464 
-14.424 
-15.723 
-16.854 
-15.702 
-13.241 
-12.979 
-12.521 
-11.379 
-10.068 
-9.788 
-10.407 
-8.957 
-10.211 
-8.749 
-9.381 
-11.530 
-12.505 
-10.560 
-10.585 
-9.559 
-9.915 
-9.341 
-10.812 
-10.363 
-10.931 
-9.539 
-9.233 
-8.073 
-8.363 
-6.927 
-7.227 
-8.801 
-8.187 
-9.119 
-8.724 
-9.917 
-10.429 
-11.004 
-8.121 
-8.641 



60.928 

59.629 

65.296 

65.855 

64.968 

65 . 193 

66.056 

67.508 

68.279 

69.773 

70.596 

63.805 

63.045 

63.470 

62.165 

61.338 

61.294 

59.912 

62.319 

63.095 

61.579 

61.612 

62.234 

63.581 

63.695 

64.946 

64.748 

66.009 

66.109 

67.382 

60.195 

59.237 

60.058 

58.755 

58.489 

58.576 

57.115 

58.669 

59.598 

57.556 

57.354 

57.414 

58.758 

59.162 

59.655 

60.444 

60.947 

61.346 

56.001 

55.318 

55.625 

54.350 

54.386 

55.427 

56.538 

55.138 

53.173 

52.082 

53.405 

52.412 

51.517 

50.564 

49.495 

49.126 

53.150 

54.206 

52.596 

53.228 

53.902 

55.086 

52.882 

52.181 

51.068 



1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 



,00 
,00 
00 
00 
00 
00 
00 
00 
00 
00 
00 
00 
00 
00 



1.00 
1.00 
1.00 
1.00 



.00 
.00 
.00 
.00 
.00 
.00 
00 
00 
00 
00 



1.00 
1.00 
1.00 



41.75 
40.58 
34.60 
33.92 
33.48 
31.00 
34.47 
36.74 
38.57 
39.71 
40.02 
29.35 
29.23 
27.29 
24.96 
24.86 
24.93 
25.70 
22.74 
23.83 
21.85 
20.45 
18.74 
19.02 
18.23 
19.22 
20.12 
19.66 
20.40 
20.35 
22.62 
22.83 
22.62 
23.36 
24.24 
26.83 
25.09 
23.25 
23.74 
22.27 
23.47 
25.18 
28.91 
31.76 
30.45 
33.13 
32.68 
34.40 
23.18 
23.09 
22.35 
23.38 
23.05 
23.94 
21.68 
25.46 
24.90 
25.83 
25.78 
26.18 
27.89 
29.68 
34.95 
32.58 
25.52 
26.04 
24.01 
23.48 
24.24 
23.32 
24.53 
23.86 
22.79 



B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 
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ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 



3037 

3038 

3039 

3040 

3041 

3042 

3043 

3044 

3045 

3046 

3047 

3048 

3049 

3050 

3051 

3052 

3053 

3054 

3055 

3056 

3057 

3058 

3059 

3060 

3061 

3062 

3063 

3064 

3065 

3066 

3067 

3068 

3069 

3070 

3071 

3072 

3073 

3074 

3075 

3076 

3077 

3078 

3079 

3080 

3081 

3082 

3083 

3084 

3085 

3086 

3087 

3088 

3089 

3090 

3091 

3092 

3093 

3094 

3095 

3096 

3097 

3098 

3099 

3100 

3101 

3102 

3103 

3104 

3105 

3106 

3107 

3108 

3109 



CA 
CB 
CG 
CD1 
CD2 
CE1 
CE2 
CZ 
C 
O 
N 
CA 
C 
O 
N 
CA 
CB 
C 

o 

N 
CA 
CB 
OG 
C 
O 
N 
CA 
CB 
OG1 
CG2 
C 

o 

N 
CA 
CB 
CG 
CD 
CE 
NZ 
C 

o 

N 
CA 
CB 
CG 
CD 
OE1 
NE2 
C 

o 

N 
CA 
CB 
CG2 
CGI 
CD1 
C 
O 
N 
CA 
CB 
CG 
OD1 
OD2 
C 
O 
N 
CA 
CB 
CGI 
CG2 
C 



PHE 
PHE 
PHE 
PHE 
PHE 
PHE 
PHE 
PHE 
PHE 
PHE 
PHE 
GLY 
GLY 
GLY 
GLY 
ALA 
ALA 
ALA 
ALA 
ALA 
SER 
SER 
SER 
SER 
SER 
SER 
THR 
THR 
THR 
THR 
THR 
THR 
THR 
LYS 
LYS 
LYS 
LYS 
LYS 
LYS 
LYS 
LYS 
LYS 
GLN 
GLN 
GLN 
GLN 
GLN 
GLN 
GLN 
GLN 
GLN 
ILE 
ILE 
ILE 
ILE 
ILE 
ILE 
ILE 
ILE 
ASP 
ASP 
ASP 
ASP 
ASP 
ASP 
ASP 
ASP 
VAL 
VAL 
VAL 
VAL 
VAL 
VAL 



72 

72 

72 

72 

72 

72 

72 

72 

72 

72 

72 

73 

73 

73 

73 

74 

74 

74 

74 

74 

75 

75 

75 

75 

75 

75 

76 

76 

76 

76 

76 

76 

76 

77 

77 

77 

77 

77 

77 

77 

77 

77 

78 

78 

78 

78 

78 

78 

78 

78 

78 

79 

79 

79 

79 

79 

79 

79 

79 

80 

80 

80 

80 

80 

80 

80 

80 

81 

81 

81 

81 

81 

81 



41.356 

42.229 

41.710 

40.318 

40.056 

39.261 

38.771 

37.976 

37.732 

43.626 

43.836 

44.578 

45.965 

46.584 

45.982 

47.809 

48.531 

49.891 

48.725 

49.129 

48.406 

48.590 

48.982 

48.019 

47.389 

47.542 

46.206 

44.984 

43.746 

44.015 

43.436 

45.034 

45.543 

44.507 

44.496 

44.804 

46.192 

46.373 

47.770 

47.942 

43.150 

42.175 

43.105 

41.853 

42.004 

43.063 

42.618 

42.152 

42.756 

40.743 

39.609 

41.074 

40.089 

40.727 

41.709 

39.640 

38.766 

39.463 

38.304 

40.231 

39.683 

40.800 

41.645 

41.072 

42.874 

38.787 

37.878 

39.063 

38.261 

38.881 

37.857 

40.071 

36.915 



-7.025 
-6.344 
-4.936 
-4.910 
-5.419 
-4.409 
-5.435 
-4.425 
-4.939 
-6.197 
-5.523 
-6.837 
-6.741 
-5.398 
-4.561 
-5.199 
-3.960 
-4.016 
-3.639 
-2.556 
-4.584 
-4.358 
-5.679 
-6.709 
-3.728 
-3.123 
-3.853 
-3.315 
-3.663 
-3.345 
-5.132 
-1.803 
-1.041 
-1.372 
0.044 
0.234 
-0.249 
-0.132 
-0.560 
-0.449 
0.677 
-0.023 
2.008 
2.714 
4.226 
4.851 
4.962 
3.997 
6.143 
2.294 
2.059 
2.208 
1.815 
1.779 
0.597 
1.641 
2.868 
0.440 
0.217 
-0.479 
-1.802 
-2.818 
953 
882 
140 
829 
638 
938 
-0.841 
0.128 
0.529 
•0.534 
•0.292 



52.551 
51.628 
51.321 
50.753 
49.493 
51.495 
48.986 
50.985 
49.729 
52.178 
53.181 
51.508 
51.920 
51.571 
50.885 
52.037 
51.808 
52.523 
50.328 
49.978 
49.459 
48.031 
47.335 
47.507 
47.319 
46.243 
47.918 
47.320 
48.183 
49.545 
48.116 
47.087 
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ATOM 


3460 


OGl 


THR 


126 


42.379 


ATOM 


3461 


CG2 


THR 


126 


43.598 


ATOM 


3462 


C 


THR 


126 


43.158 


ATOM 


3463 


0 


THR 


126 


43.223 


ATOM 


3464 


N 


TRP 


127 


42.441 


ATOM 


3465 


CA 


TRP 


127 


41.749 


ATOM 


3466 


CB 


TRP 


127 


40.927 


ATOM 


3467 


CG 


TRP 


127 


39.645 


ATOM 


3468 


CD2 


TRP 


127 


38.379 


ATOM 


3469 


CE2 


TRP 


127 


37.467 


ATOM 


3470 


CE3 


TRP 


127 


37.925 


ATOM 


3471 


GDI 


TRP 


127 


39.462 


ATOM 


3472 


NE1 


TRP 


127 


38.150 


ATOM 


3473 


C22 


TRP 


127 


36.142 


ATOM 


3474 


CZ3 


TRP 


127 


36.606 



17.247 43.614 1.00 9.13 B 

15.498 42.175 1.00 10.86 B 

12.907 45.912 1.00 12.67 B 

12.823 46.712 1.00 12.43 B 

12.416 44.675 1.00 15.44 B 

11.812 44.182 1.00 17.48 B 

11.272 42.755 1.00 18.24 B 

10.090 42.735 1.00 19.78 B 

12.978 44.185 1.00 18.56 B 

14.050 43.772 1.00 20.75 B 

12.782 44.660 1.00 20.06 B 

11.508 45.013 1.00 20.52 B 

13.896 44.686 1.00 20.89 B 

13.275 45.385 1-00 21.27 B 

11.834 44.872 1.00 21.35 B 

14.538 43.332 1.00 21.75 B 

13.918 42.270 1.00 21.17 B 

15.785 43.393 1.00 21.50 B 

16.561 42.227 1.00 22.52 B 

15.865 41.632 1.00 24.29 B 

16.828 40.956 1.00 26.30 B 

17.815 41.553 1.00 28.88 B 
16.552 39.705 1.00 26.63 B 
16.852 41.126 1.00 22.37 B 
16.962 39.930 1.00 20.20 B 
16.999 41.518 1.00 22.38 B 
17.294 40.561 1.00 22.86 B 
18.735 40.072 1.00 21.58 B 
19.754 41.110 1.00 21.60 B 
21.112 40.506 1.00 23.71 B 
21.512 39.736 1.00 24.05 B 
21.789 40.808 1.00 24.70 B 
16.401 39.319 1.00 23.43 B 
16.856 38.189 1.00 22.15 B 
15.116 39.538 1.00 25.66 • B 
14.186 38.435 1.00 27.17 B 

12.816 38.905 1.00 28.99 B 
11.884 37.763 1.00 33.91 B 
10-531 38.247 1.00 36.81 B 
10.475 39.395 1.00 37.60 B 

9.543 37.476 1.00 36.71 B 

14.045 37.791 1.00 26.54 B 

13.966 36.571 1.00 28.04 B 

14.023 38.616 1.00 24.51 B 

13.864 38.117 1.00 22.37 B 

12.570 38.618 1.00 24.02 B 

11.305 38.445 1.00 24.34 B 

10.951 39.372 1.00 24.16 B 

9.770 39.238 1.00 24.97 B 

10.440 37.368 1.00 23.29 B 

9.257- 37.224 1.00 23.28 B 

8.927 38.165 1.00 25.16 B 

7.750 38.059 1.00 24.88 B 

14.936 38.586 1.00 22.58 B 

15.703 39.516 1.00 24.23 B 

14.984 37.920 1.00 21.47 B 

15.919 38.280 1.00 20.00 B 

16.147 37.140 1.00 20.72 B 

14.888 36.723 1.00 21.10 B 

16.837 35.984 1.00 20-85 B 

15.142 39.353 1.00 17.64 B 

13.940 39.359 1.00 16.55 B 

15.820 40.241 1.00 16.83 B 

15.118 41.332 1.00 15.87 B 

16.080 42.213 1.00 14.78 B 

16.561 41.596 1.00 12.27 B 

15.935 41.708 1.00 9.16 B 

16.702 40.951 1.00 9.12 B 

14.802 42.375 1.00 7.09 B 

17.662 40.795 1.00 11.95 B 

17.749 40.405 1.00 11.09 B 

16.366 40.845 1.00 8.67 B 

14.472 42.271 1.00 7.96 B 
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ATOM 


3475 


CH2 TRP 


127 


35.724 


15.251 


41.511 


1.00 


9.12 


B 


ATOM 


3476 


C 


TRP 


127 


40.824 


13.969 


40.917 


1.00 


15.77 


B 


ATOM 


3477 


o 


TRP 


127 


40.807 


12.907 


41.536 


1.00 


16.78 


B 


ATOM 


3478 


N 


GLU 


128 


40.065 


14.145 


39.855 


1.00 


16.83 


B 


ATOM 


3479 


CA 


GLU 


128 


39.168 


13.073 


39.465 


1.00 


16.42 


B 


ATOM 


3480 


CB 


GLU 


128 


38.092 


13.631 


38.537 


1.00 


15.75 


B 


ATOM 


3481 


CG 


GLU 


128 


38.578 


14.230 


37.234 


1.00 


14.47 


B 


ATOM 


3482 


CD 


GLU 


128 


37.432 


14.890 


36.478 


1.00 


17.33 


B 


ATOM 


3483 


OE1 


. GLU 


128 


36.986 


15.975 


36.897 


1.00 


18.91 


B 


ATOM 


3484 


OE2 


! GLU 


128 


36.954 


14.324 


35.477 


1.00 


17.86 


B 


ATOM 


3485 


C 


GLU 


128 


39.828 


11.828 


38.847 


1.00 


17.44 


B 


ATOM 


3486 


o 


GLU 


128 


39.142 


10.851 


38.564 


1.00 


17.96 


B 


ATOM 


3487 


N 


GLU 


129 


41.147 


11.846 


38.653 


1.00 


18.02 


B 


ATOM 


3488 


CA 


GLU 


129 


41.836 


10.692 


38.078 


1.00 


19.12 


B 


ATOM 


3489 


CB 


GLU 


129 


42.509 


11.020 


36.740 


1.00 


20.74 


B 


ATOM 


3490 


CG 


GLU 


129 


41.574 


11.402 


35.595 


1.00 


26.16 


B 


ATOM 


3491 


CD 


GLU 


129 


42.324 


11.739 


34.299 


1.00 


30.95 


B 


ATOM 


3492 


OE1 


GLU 


129 


41.711 


12.357 


33.393 


1.00 


32.49 


B 


ATOM 


3493 


OE2 


GLU 


129 


43.521 


11.385 


34.178 


1.00 


32.69 


B 


ATOM 


3494 


C 


GLU 


129 


42.945 


10.219 


38.990 


1.00 


18.40 


B 


ATOM 


3495 


O 


GLU 


129 


43.677 


9.331 


38.637 


1.00 


18.01 


B 


ATOM 


3496 


N 


ASP 


130 


43.051 


10.816 


40.173 


1.00 


17.65 


B 


ATOM 


3497 


CA 


ASP 


130 


44.115 


10.465 


41.113 


1.00 


17.80 


B 


ATOM 


3498 


CB 


ASP 


130 


44.200 


11.536 


42.211 


1.00 


17.64 


B 


ATOM 


3499 


CG 


ASP 


130 


45.540 


11.556 


42.908 


1.00 


19.83 


B 


ATOM 


3500 


OD1 


ASP 


130 


46.026 


10.466 


43.291 


1.00 


20.74 


B 


ATOM 


3501 


OD2 


ASP 


130 


46.097 


12.661 


43.070 


1.00 


20.64 


B 


ATOM 


3502 


C 


ASP 


130 


43.843 


9.091 


41.704 


1.00 


17.66 


B 


ATOM 


3503 


O 


ASP 


130 


42.792 


8.867 


42.302 


1.00 


18.25 


B 


ATOM 


3504 


N 


PRO 


131 


44.778 


8.141 


41.521 


1.00 


17.22 


B 


ATOM 


3505 


CD 


PRO 


131 


46.046 


8.282 


40.^780 


1.00 


17.06 


B 


ATOM 


3506 


CA 


PRO 


131 


44.617 


6.778 


42.052 


1.00 


16.05 


B 


ATOM 


3507 


CB 


PRO 


131 


45.716 


5.994 


41.316 


1.00 


14.70 


B 


ATOM 


3508 


CG 


PRO 


131 


46.802 


7.019 


41.154 


1.00 


17.48 


B 


ATOM 


3509 


C 


PRO 


131 


44.668 


6.713 


43.589 


1.00 


15.30 


B 


ATOM 


3510 


O 


PRO 


131 


44.318 


5.697 


44.187 


1.00 


14.37 


B 


ATOM 


3511 


N 


LEU 


132 


45.114 


7.797 


44.226 


1.00 


15.18 


B 


ATOM 


3512 


CA 


LEU 


132 


45.169 


7.841 


45.683 


1.00 


13.57 


B 


ATOM 


3513 


CB 


LEU 


132 


46.380 


8.644 


46.165 


1.00 


12.21 


B 


ATOM 


3514 


CG 


LEU 


132 


47.741 


8.012 


45.842 


1.00 


12.83 


B 


ATOM 


3515 


CD1 


LEU 


132 


48.850 


8.803 


46.511 


1.00 


7.88 


B 


ATOM 


3516 


CD2 


LEU 


132 


47.773 


6.553 


46.317 


1.00 


13.99 


B 


ATOM 


3517 


C 


LEU 


132 


43.882 


8.393 


46.295 


1.00 


14.28 


B 


ATOM 


3518 


0 


LEU 


132 


43.737 


8.410 


47.526 


1.00 


13.98 


B 


ATOM 


3519 


N 


ALA 


133 


42.947 


8.832 


45.443 


1.00 


13.83 


B 


ATOM 


3520 


CA 


ALA 


133 


41.651 


9.342 


45.909 


1.00 


12.82 


B 


ATOM 


3521 


CB 


ALA 


133 


40.796 


9.805 


44.733 


1.00 


12.54 


B 


ATOM 


3522 


C 


ALA 


133 


40.875 


8.291 


46.717 


1.00 


13.00 


B 


ATOM 


3523 


O 


ALA 


133 


40.840 


7.092 


46.371 


1.00 


14.00 


B 


ATOM 


3524 


N 


GLY 


134 


40.226 


8.760 


47.780 


1.00 


13.17 


B 


ATOM 


3525 


CA 


GLY 


134 


39.470 


7.884 


48.653 


1.00 


10.45 


B 


ATOM 


3526 


C 


GLY 


134 


37.996 


7.819 


48.324 


1.00 


9.48 


B 


ATOM 


3527 


O 


GLY 


134 


37.546 


8.422 


47.385 


1.00 


8.50 


B 


ATOM 


3528 


N 


ILE 


135 


37.254 


7.094 


49.158 


1.00 


10.67 


B 


ATOM 


3529 


CA 


ILE 


135 


35.820 


6.874 


48.981 


1.00 


9.46 


B 


ATOM 


3530 


CB 


ILE 


135 


35.237 


6.087 


50.180 


1.00 


9.70 


B 


ATOM 


3531 


CG2 


ILE 


135 


33 . 709 


5.990 


50.079 


1.00 


10.21 


B 


ATOM 


3532 


CGI 


ILE 


135 


35.837 


4.686 


50.214 


1.00 


8.19 


B 


ATOM 


3533 


CD1 


ILE 


135 


35.426 


3.864 


51.452 


1.00 


8.61 


B 


ATOM 


3534 


C 


ILE 


135 


34.968 


8.115 


48.739 


1.00 


9.92 


B 


ATOM 


3535 


0 


ILE 


135 


34.135 


8.150 


47.812 


1.00 


7.51 


B 


ATOM 


3536 


N 


ILE 


13 6 


35.157 


9.136 


49.560 


1.00 


9.63 


B 


ATOM 


3537 


CA 


ILE 


136 


34.379 


10.340 


49.371 


1.00 


8.14 


B 


ATOM 


3538 


CB 


ILE 


136 


34.671 


11.371 


50.500 


1.00 


6.28 


B 


ATOM 


3539 


CG2 


ILE 


136 


33.997 


12.691 


50.166 


1.00 


6.74 


B 


ATOM 


3540 


CGI 


ILE 


136 


34.125 


10.825 


51.831 


1.00 


5.22 


B 


ATOM 


3541 


CD1 


ILE 


136 


34.553 


11.574 


53.070 


1.00 


1.00 


B 


ATOM 


3542 


C 


ILE 


136 


34.538 


10.992 


47.978 


1.00 


9.33 


B 


ATOM 


3543 


0 


ILE 


136 


33.569 


11.242 


47.274 


l.oo : 


10.23 


B 


ATOM 


3544 


N 


PRO 


137 


35.767 


11.252 


47.552 


1.00 


7.86 


B 


ATOM 


3545 


CD 


PRO 


137 


37.096 


11.215 


48.163 


1.00 


7.00 


B 


ATOM 


3546 


CA 


PRO 


137 


35.816 


11.874 


46.234 


1.00 


7.00 


B 


ATOM 


3547 


CB 


PRO 


137 


37.243 


12.398 


46.174 


1.00 


5.68 


B 
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ATOM 


3548 


CG 


PRO 


137 


37.968 


ATOM 


3549 


C 


PRO 


137 


35 


.370 


ATOM 


3550 


O 


PRO 


137 


34 


.857 


ATOM 


3551 


N 


ARG 


138 


35 


.547 


ATOM 


3552 


CA 


ARG 


138 


35 


.132 


ATOM 


3553 


CB 


ARG 


138 


35.761 


ATOM 


3554 


CG 


ARG 


138 


37 


.257 


ATOM 


3555 


CD 


ARG 


138 


37 


.858 


ATOM 


3556 


NE 


ARG 


138 


39 


.307 


ATOM 


3557 


CZ 


ARG 


138 


39 


.954 


ATOM 


3558 


NH1 


ARG 


138 


39 


.279 


ATOM 


3559 


NH2 


ARG 


138 


41 


.280 


ATOM 


3560 


C 


ARG 


138 


33 


.623 


ATOM 


3561 


O 


ARG 


138 


33 


.017 


ATOM 


3562 


N 


THR 


139 


33 


.013 


ATOM 


3563 


CA 


THR 


139 


31 


.578 


ATOM 


3564 


CB 


THR 


139 


31 


.103 


ATOM 


3565 


OG1 


THR 


139 


31 


.647 


ATOM 


3566 


CG2 


THR 


139 


29 


.586 


ATOM 


3567 


C 


THR 


139 


30 


.956 


ATOM 


3568 


O 


THR 


139 


30 


.178 


ATOM 


3569 


N 


LEU 


140 


31 


.313 


ATOM 


3570 


CA 


LEU 


140 


30 


.740 


ATOM 


3571 


CB 


LEU 


140 


31 


.374 


ATOM 


3572 


CG 


LEU 


140 


30 


.995 


ATOM 


3573 


CDl 


LEU 


140 


31 


.695 


ATOM 


3574 


CD2 


LEU 


140 


29 


.511 


ATOM 


3575 


C 


LEU 


140 


30 


.902 


ATOM 


3576 


O 


LEU 


140 


29 


.958 


ATOM 


3577 


N 


HIS 


141 


32 


.085 


ATOM 


3578 


CA 


HIS 


141 


32 


.315 


ATOM 


3579 


CB 


HIS 


141 


33 


.753 


ATOM 


3580 


CG 


HIS 


141 


34 


.064 


ATOM 


3581 


CD2 


HIS 


141 


34 


.074 


ATOM 


3582 


ND1 


HIS 


141 


34 


.404 


ATOM 


3583 


CE1 


HIS 


141 


34 


.612 


ATOM 


3584 


NE2 


HIS 


141 


34 


.418 


ATOM 


3585 


C 


HIS 


141 


31 


.362 


ATOM 


3586 


O 


HIS 


141 


30 


.727 


ATOM 


3587 


N 


GLN 


142 


31 


.251 


ATOM 


3588 


CA 


GLN 


142 


30 


.405 


ATOM 


3589 


CB 


GLN 


142 


30 


.707 


ATOM 


3590 


CG 


GLN 


142 


32 


.000 


ATOM 


3591 


CD 


GLN 


142 


32 


.012 


ATOM 


3592 


OE1 


GLN 


142 


31 


.349 


ATOM 


3593 


NE2 


GLN 


142 


32 


.743 


ATOM 


3594 


C 


GLN 


142 


28 


.915 


ATOM 


3595 


O 


GLN 


142 


28 


.206 


ATOM 


3596 


N 


ILE 


143 


28.434 


ATOM 


3597 


CA 


ILE 


143 


27 


.018 


ATOM 


3598 


CB 


ILE 


143 


26 


.722 


ATOM 


3599 


CG2 


ILE 


143 


25 


.341 


ATOM 


3600 


CGI 


ILE 


143 


26 


.784 


ATOM 


3601 


CDl 


ILE 


143 


26 


.532 


ATOM 


3602 


C 


ILE 


143 


26 


.587 


ATOM 


3603 


0 


ILE 


143 


25 


.541 


ATOM 




N 


PHE 


144 


27 


.397 


ATOM 


3605 


CA 


PHE 


144 


27 


.099 


ATOM 


3606 


CB 


PHE 


144 


28 


.023 


ATOM 


3607 


CG 


PHE 


144 


27 


.773 


ATOM 


3608 


CDl 


PHE 


144 


26 


.580 


ATOM 


3609 


CD 2 


PHE 


144 


28 


.623 


ATOM 


3610 


CE1 


PHE 


144 


26 


.442 


ATOM 


3611 


CE2 


PHE 


144 


28 


.375 


ATOM 


3612 


CZ 


PHE 


144 


27.286 


ATOM 


3613 


C 


PHE 


144 


27 


.223 


ATOM 


3614 


O 


PHE 


144 


26 


.516 


ATOM 


3615 


N 


GLU 


145 


28 


.123 


ATOM 


3616 


CA 


GLU 


145 


28.335 


ATOM 


3617 


CB 


GLU 


145 


29 


.597 


ATOM 


3618 


CG 


GLU 


145 


30 


.902 


ATOM 


3619 


CD 


GLU 


145 


31 


.004 


ATOM 


3620 


OE1 


GLU 


145 


31 


.965 



11.448 46.976 1.00 7.36 B 

10.967 45.098 l.OO 7.27 B 

11.434 44.120 1.00 9.92 B 

9.661 45.233 1.00 7.38 B 

8.765 44.157 1.00 4.69 B 

7.375 44.314 1.00 5.18 B 

7.373 44.145 1.00 4.97 B 

6.057 44.522 1.00 8.61 B 

6.094 44.387 1.00 9.73 B 

5.973 43.235 1.00 12.02 B 

5.799 42.102 1.00 12.04 B 

6.028 43.216 1.00 13.69 B 

8.667 44.131 1.00 4.18 B 

8.611 43.094 1.00 7.46 B 

8.666 45.295 1.00 3.72 B 

8.581 45.339 1.00 3.48 B 

8.436 46.792 1.00 2.17 B 

7.220 47.321 1.00 4.08 B 

8.366 46-872 1.00 1.00 B 

9.798 44.677 1.00 4.20 B 

9.666 43.727 1.00 5.38 B 

10.983 45.148 1.00 4.85 B 

12.187 44.582 1.00 5.86 B 

13.423 45.207 1.00 4.02 B 

13.484 46.692 1.00 4.42 B 

14.631 47.363 1.00 6.86 B 

13.617 46.827 1.00 2.19 B 

12.211 43.091 1.00 8.32 B 

12.523 42.378 1.00 10.70 B 

11.853 42.611 1.00 9.41 B 

11.876 41.180 1.00 11.42 B 

11.465 40.836 1.00 12.95 B 

11.523 39.364 1.00 15.31 B 

10.555 38.413 1.00 14.59 B 

12.693 38.713 1.00 17.05 B 

12.445 37.432 1.00 15.66 B 

11.154 37.225 1.00 15.55 B 

10.910 40.495 1.00 11.46 B 

11.239 39.499 1.00 12.67 B 

9.714 41.054 1.00 12.56 B 

8.694 40.464 1.00 12.86 B 

7.336 41.103 1.00 14.29 B 

6.739 40.590 1.00 18.45 B 

6.628 39.068 1.00 21.75 B 

5.751 38.489 1.00 23.11 B 

7.535 38.408 1.00 20.86 B 

8.984 40.473 1.00 12.11 B 

8.585 39.560 1.00 11.87 B 

9.664 41.506 1.00 11.12 B 

10.010 41.573 1.00 12.39 B 

10.953 42.788 1.00 12-55 B 

11.608 42.650 1.00 12-75 B 

10.147 44.093 1.00 13.10 B 

10.971 45.338 1.00 10.72 B 

10.710 40.275 1.00 13.82 B 

10.391 39.705 1.00 14.18 B 

11.666 39.816 1.00 14.48 B 

12-430 38.605 1.00 15.02 B 

13.646 38.513 1-00 14.03 B 

14.676 39.585 1.00 12.67 B 

15.527 39.510 1.00 10.36 B 

14.796 40.678 1.00 13.84 B 

16.473 40.498 1.00 9.69 B 

15.761 41.680 1.00 13.70 B 

16.591 41.578 1.00 11.21 B 

11.586 37.348 1.00 16.57 B 

11.835 36.384 1.00 16.66 B 

10.593 37.364 1.00 20.10 B 

9.691 36.210 1.00 22.03 B 

8.825 36.352 1.00 26.12 B 

9.538 36.044 1.00 32.68 B 

9.949 34.595 1.00 36.87 B 

10.666 34.249 1.00 39.57 B 
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ATOM 


3621 


OB2 GLU 


145 


30.121 


ATOM 


3622 


C 


GLU 


145 


27.194 


ATOM 


3623 


O 


GLU 


145 


26.750 


ATOM 


3624 


N 


LYS 


146 
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9.549 


33.807 


1 


.00 


40.00 


B 


8.705 


36.029 


1 


.00 


21.04 


B 


8.470 


34.943 


1 


.00 


20.94 


B 


8.129 


37.127 


1 


.00 


22.01 


B 


7.166 


37.072 


1 


.00 


22.94 


B 


6.433 


38.423 


1 


.00 


24.69 


B 


5.599 


38.799 


1 


.00 


27.30 


B 


4.519 


39.854 


1 


.00 


24.53 


B 


3.447 


39.715 


1 


.00 


25.61 


B 


2.262 


40.595 


1 


.00 


24.71 


B 


7.799 


36.702 


1 


.00 


24.00 


B 


7.178 


36.020 


1.00 


24.07 


B 


9.035 


37.138 


1. 


.00 


23.75 


B 


9.720 


36.850 


1. 


.00 


24.08 


B 


10.365 


38.123 


1, 


.00 


24.33 


B 


9.460 


39.325 


1. 


.00 


24.88 


B 


10.299 


40.537 


1. 


.00 


24.59 


B 


8.493 


39. 014 


1. 


.00 


24.04 


B 


10.796 


35.762 


1. 


.00 


25.02 


B 


11.755 


35.736 


1. 


.00 


22.56 


B 


10.627 


34.857 


1. 


00 


27.04 


B 


11.585 


33.774 


1. 


.00 


28.40 


B 


11.194 


32.905 


1. 


00 


28.80 


B 


12.150 


31.B50 


1. 


00 


29.27 


B 


9.794 


32.318 


1. 


00 


30.26 


B 


11.738 


32.865 


1. 


00 


28.70 


B 


12.848 


32.580 


1. 


00 


29.54 


B 


10.638 


32.413 


1. 


00 


27.95 


B 


10.749 


31.533 


1. 


00 


28.50 


B 


11.014 


30.067 


1. 


00 


28.76 


B 


10.010 


29.522 


1. 


00 


29.99 


B 


8.830 


29.939 


1. 


00 


29.75 


B 


10.408 


28.646 


1. 


00 


29.41 


B 


9.551 


31.576 


1. 


00 


28.84 


B 



9.096 30.555 1.00 27.84 B 

9.055 32.778 1.00 29.57 B 

7.912 32.928 1.00 31.21 B 

7.010 34.080 1.00 29.55 B 

7.641 35.459 1.00 28.21 B 

8.859 35.618 1.00 27.26 B 

6.804 36.458 1.00 25.05 B 

8.345 33.175 1.00 31.80 B 

7.501 33.485 1.00 32.95 B 

9.648 33.043 1.00 30.56 B 

10.169 33.247 1.00 29.70 B 

10.387 34.701 1.00 29.38 B 

10.518 35.052 1.00 29.95 B 

10.412 35.549 1.00 29.90 B 

10.634 36.964 1.00 30.17 B 

9.552 37.805 1.00 29.93 B 

8.249 37.373 1.00 29.92 B 

9.730 39.272 1.00 31.14 B 

12.022 37.384 1.00 31.11 B 

12.232 37.543 1.00 32.13 B 

12.968 37.531 1.00 30.29 B 

14.325 37.948 1.00 28.58 B 

15.174 37.977 1.00 31.74 B 

16.669 37.853 1.00 35.57 B 

17.082 36.438 1.00 38.01 B 

18.281 36.200 1.00 38.59 B 

16.201 35.551 1.00 39.17 B 

14.173 39.366 1.00 25.90 B 

13.346 40.114 1.00 25.18 B 

14.978 39.738 1.00 24.45 B 

14.852 41.074 1.00 21.39 B 

13.651 41.115 1.00 20.65 B 

13.846 40.306 1.00 20.31 B 

14.284 40.904 1.00 19.86 B 

13.570 38.945 1.00 19.64 B 

14.435 40.142 1.00 21.56 B 

13.720 38.194 1.00 20.70 B 

14.149 38.786 1.00 19.85 B 

16.073 41.567 1.00 19.03 B 
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CA 
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CB 
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CG 
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CD 
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ATOM 


3755 
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3756 


CA 
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ATOM 


3757 


CB 
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ATOM 


3758 


CG2 


ILE 


ATOM 


3759 


CGI 
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ATOM 
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ILE 


ATOM 


3761 


C 


ILE 


ATOM 


3762 


0 


ILE 


ATOM 


3763 


N 


TYR 


ATOM 


3764 


CA 


TYR 


ATOM 


3765 


CB 


TYR 


ATOM 


3766 


CG 


TYR 



154 19.579 16.970 

155 19.470 16.107 
155 20.234 17.200 
155 19.310 18.302 
155 18.744 17.999 
155 21.072 16.536 

155 20.629 15.587 

156 22.286 17.034 
156 23.181 16.479 
156 24.452 15.964 
156 25.307 15.319 
156 24.117 14.993 
156 23.577 17.503 

156 24.031 18.595 

157 23.394 17.138 
157 23.739 18.019 
157 22.485 18.370 
157 21.640 19.492 
157 20.323 19-704 
157 19.563 20.911 
157 20.216 22.239 
157 24.738 17.288 

157 24.568 16.118 

158 25.789 17.979 
158 26.782 17.350 
158 28.184 17.314 
158 28.150 16.490 
158 28.657 18.731 
158 26.911 18.070 

158 26.668 19.270 

159 27.301 17.321 
159 27.490 17.876 
159 26.245 17.662 
159 25.184 18.476 
159 28.677 17.212 

159 28.925 16.002 

160 29.431 18.011 
160 30.583 17.495 
160 31.875 18.043 
160 33.168 17.440 
160 33.088 15.915 
160 34.307 17.848 
160 30.476 17.836 

160 30.894 18.913 

161 29.921 16.899 
161 29.728 17.056 
161 28.387 16.462 
161 28.069 16.373 
161 28.038 17.772 
161 26.735 15.687 
161 30.805 16.318 

161 31.023 15.148 

162 31.493 17.005 
162 32.536 16.335 
162 33.914 16.845 
162 34.143 16.845 
162 35.607 16.813 
162 36.443 17.239 
162 35.929 16.357 
162 32.339 16.498 

162 31.849 17.527 

163 32.734 15.456 
163 32.581 15.414 
163 31.782 14.160 
163 31.505 14.192 
163 30.504 14.066 
163 29.804 12.728 
163 33.941 15.387 

163 34.849 14.680 

164 34.071 16.177 
164 35.303 16.245 
164 36.254 17.270 
164 37.517 17.425 



40.805 1.00 18.07 B 

42.865 1.00 17.25 B 

43.451 1.00 17.56 B 

44.043 1.00 18.40 B 

45.315 1.00 19.07 B 

44.521 1.00 16.97 B 

45.157 1.00 15.32 B 

44.708 1.00 17.21 B 

45.709 1.00 15.73 B 
45.066 1.00 16.35 B 
46.089 1.00 16.70 B 
43.973 1.00 18.36 B 
46.762 1.00 14.63 B 
46.441 1.00 12.84 B 

48.024 1.00 15.08 B 
49.139 1.00 16.33 B 
49.962 1.00 17.27 B 
49.381 1.00 19.38 B 
50.121 1.00 19.23 B 
49.535 1.00 20.48 B 
49.815 1.00 19.89 B 

50.025 1.00 15.63 B 
50.305 1.00 17.71 B 
50.447 1.00 14.09 B 
51.313 1.00 12.31 B 
50.670 1.00 11.69 B 
49.405 1.00 12.25 B 
50.367 1.00 11.55 B 
52.636 1.00 11.94 B 
52.726 1.00 11.97 B 
53.659 1.00 10.91 B 
54.992 1.00 11.22 B 
55.846 1.00 11.02 B 
55.385 1.00 17.68 B 
55.667 1.00 11.18 B 
55.499 1.00 10.26 B 
56.405 1.00 11.19 B 
57.115 1.00 11.64 B 
56.498 1.00 11.99 B 
57.061 1.00 12.29 B 
57.170 1.00 12.16 B 
56.170 1.00 13.02 B 
58.606 1.00 12.31 B 
59.056 1.00 13.72 B 
59.365 1.00 11.68 B 
60.794 1.00 11.73 B 
61.184 1.00 10.86 B 
62.667 1.00 11.21 B 
63.257 1.00 14.64 B 
62.849 1.00 11.87 B 
61.565 1.00 11.76 B 
61.353 1.00 14.92 B 

62.461 1.00 11.26 B 
63.230 1.00 10.12 B 
62.829 1.00 9.47 B 
61.353 1.00 9.35 B 
61.008 1.00 9.38 B 
61.829 1.00 9.19 B 
59.901 1.00 8.99 B 
64.729 1.00 10.38 B 
65.222 1.00 7.96 B 
65.444 1.00 10.66 B 
66.879 1.00 10.98 B 
67.293 1.00 11.27 B 
68.793 1.00 11.05 B 

66.462 1.00 11.37 B 
66.528 1.00 12.73 B 
67.559 1.00 10.94 B 
67.127 1.00 11.24 B 
68.619 1.00 10.16 B 
69.376 1.00 8.14 B 
68.759 1.00 5.82 B 
69.533 1.00 3.86 B 
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B 


ATOM 


3815 


CE1 


PHE 


169 


34 .130 


20.621 


68.235 


1.00 16.10 


B 


ATOM 


3816 


CE2 


PHE 


169 


34 .090 


23 .001 


67.907 


1.00 17.09 


B 


ATOM 


3817 


CZ 


PHE 


169 


34 .308 


21.901 


68.731 


1.00 16.73 


B 


ATOM 


3818 


C 


PHE 


169 


31 .068 


21.102 


63 .166 


1.00 18.77 


B 


ATOM 


3819 


O 


PHE 


169 


30 . 929 


19.980 


62.704 


1.00 18.62 


B 


ATOM 


3820 


N 


ASP 


170 


30 . 871 


22.206 


62.459 


1.00 20.24 


B 


ATOM 


3821 


CA 


ASP 


170 


30.476 


22.171 


61.055 


1.00 21.83 


B 


ATOM 


3822 


CB 


ASP 


170 


29 . 387 


23 .216 


60.785 


1.00 20.71 


B 


ATOM 


3823 


CG 


ASP 


170 


28 . 832 




3? •JO« 


1 f» O II *"T 1 

1 . OU 22 . 77 


B 


ATOM 


3824 


OD1 


ASP 


170 


29^510 


22.563 


58.493 


1.00 23.50 


B 


ATOM 


3825 


OD2 


ASP 


170 


27.724 


23.658 


59.158 


1.00 24.44 


B 


ATOM 


3826 


C 


ASP 


170 


31.714 


22.545 


60.269 


1.00 22.03 


B 


ATOM 


3827 


o 


ASP 


170 


32.119 


23.693 


60.281 


1.00 23.16 


B 


ATOM 


3828 


N 


LEU 


171 


32.320 


21.577 


59.593 


1.00 21.95 


B 


ATOM 


3829 


CA 


LEU 


171 


33.514 


21.878 


58.828 


1.00 22.12 


B 


ATOM 


3830 


CB 


LEU 


171 


34.449 


20.674 


58.827 


1.00 20.38 


B 


ATOM 


3831 


CG 


LEU 


171 


35.422 


20.605 


60.013 


1.00 21.16 


B 


ATOM 


3832 


CD1 


LEU 


171 


36.359 


21.824 


60.018 


1.00 20.44 


B 


ATOM 


3833 


CD2 


LEU 


171 


34.645 


20.544 


61.307 


1.00 18.78 


B 


ATOM 


3834 


C 


LEU 


171 


33.271 


22.356 


57.402 


1.00 24.20 


B 


ATOM 


3835 


o 


LEU 


171 


34.201 


22.357 


56.582 


1.00 24.74 


B 


ATOM 


3836 


N 


LEU 


172 


32.034 


22.764 


57.108 


1.00 26.40 


B 


ATOM 


3837 


CA 


LEU 


172 


31.686 


23.266 


55.776 


1.00 28.39 


B 


ATOM 


3838 


CB 


LEU 


172 


30.802 


22.283 


55.004 


1.00 28.49 


B 


ATOM 


3839 


CG 


LEU 


172 


31.536 


21.056 


54.448 


1.00 29.54 


B 
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ATOM 3840 CDl LEU 

ATOM 3841 CD2 LEU 

ATOM 3842 C LEU 

ATOM 3843 O LEU 

ATOM 3844 N ASN 

ATOM 3845 CA ASN 

ATOM 3846 CB ASN 

ATOM 3847 CG ASN 

ATOM 3848 OD1 ASN 

ATOM 3849 ND2 ASN 



ATOM 


3850 


C 


ASN 


ATOM 


3851 


0 


ASN 


ATOM 


3852 


N 


PRO 


ATOM 


3853 


CD 


PRO 


ATOM 


3854 


CA 


PRO 


ATOM 


3855 


CB 


PRO 


ATOM 


3856 


CG 


PRO 


ATOM 


3857 


C 


PRO 


ATOM 


3858 


0 


PRO 


ATOM 


3859 


N 


SER 


ATOM 


3860 


CA 


SER 


ATOM 


3861 


CB 


SER 


ATOM 


3862 


OG 


SER 


ATOM 


3863 


C 


SER 


ATOM 


3864 


O 


SER 


ATOM 


3865 


N 


SER 


ATOM 


3866 


CA 


SER 


ATOM 


3867 


CB 


SER 


ATOM 


3868 


OG 


SER 


ATOM 


3869 


C 


SER 


ATOM 


3870 


0 


SER 


ATOM 


3871 


N 


ASP 


ATOM 


3872 


CA 


ASP 


ATOM 


3873 


CB 


ASP 


ATOM 


3874 


CG 


ASP 


ATOM 


3875 


OD1 


ASP 


ATOM 


3876 


OD2 


ASP 


ATOM 


3877 


C 


ASP 


ATOM 


3878 


O 


ASP 


ATOM 


3 879 


N 


VAL 


ATOM 


3880 


CA 


VAL 


ATOM 


3881 


CB 


VAL 


ATOM 


3882 


CGI 


VAL 


ATOM 


3 883 


CG2 


VAL 


ATOM 


3 884 


C 


VAL 


ATOM 


3 885 


O 


VAL 


ATOM 


3886 


N 


SER 


ATOM 


3887 


CA 


SER 


ATOM 


3888 


CB 


SER 


ATOM 


3889 


OG 


SER 


ATOM 


3890 


C 


SER 


ATOM 


3891 


0 


SER 


ATOM 


3892 


N 


GLU 


ATOM 


3893 


CA 


GLU 


ATOM 


3894 


CB 


GLU 


ATOM 


3895 


CG 


GLU 


ATOM 


. 3896 


CD 


GLU 


ATOM 


3 897 


OE1 


GLU 


ATOM 


3898 


OE2 


GLU 


ATOM 


3899 


C 


GLU 


ATOM 


3900 


0 


GLU 


ATOM 


3901 


N 


ARG 


ATOM 


3902 


CA 


ARG 


ATOM 


3903 


CB 


ARG 


ATOM 


3904 


CG 


ARG 


ATOM 


3905 


CD 


ARG 


ATOM 


3906 


NE 


ARG 


ATOM 


3907 


CZ 


ARG 


ATOM 


3908 


NH1 


ARG 


ATOM 


3909 


NH2 


ARG 


ATOM 


3910 


C 


ARG 


ATOM 


3911 


0 


ARG 


ATOM 


3912 


N 


LEU 



172 


30.562 


20.216 


172 


32.730 


21.477 


172 


30.979 


24.607 


172 


30.416 


25.030 


173 


31.007 


25.264 


173 


30.403 


26.580 


173 


29.606 


26.708 


173 


28.903 


28.053 


173 


28.108 


28.268 


173 


29.205 


28.967 


173 


31.554 


27.579 


173 


32.402 


27.627 


174 


31.609 


28.372 


174 


30.799 


28.283 


174 


32.674 


29.362 


174 


32.702 


29.569 


174 


31.264 


29.478 


174 


32.445 


30.632 


174 


33.356 


31.450 


175 


31.234 


30.794 


175 


30.906 


31.974 


175 


29.395 


32.227 


175 


28.906 


32.331 


175 


31.369 


31.882 


175 


31.800 


32.872 


176 


31.280 


30.690 


176 


31.677 


30.487 


176 


30.720 


29.520 


176 


30.794 


28.230 


176 


33.083 


29.917 


176 


33.650 


29.434 


177 


33.646 


29.989 


177 


34.979 


29.467 


177 


35.843 


30.521 


177 


35.342 


30.852 


177 


35.948 


31.723 


177 


34.353 


30.246 


177 


34.880 


28.160 


177 


33.833 


27.830 


178 


35.980 


27.422 


178 


36.030 


26.146 


178 


37.385 


25.452 


178 


37.528 


25.131 


178 


38.538 


26.353 


178 


35.791 


26.203 


178 


35.912 


25.194 


179 


35.451 


27.372 


179 


35.225 


27.491 


179 


35.912 


28.749 


179 


35.472 


29.884 


179 


33.739 


27.541 


179 


33.357 


27.618 


180 


32.900 


27.495 


180 


31.458 


27.542 


180 


30.835 


28.527 


180 


31.026 


29.983 


180 


30.595 


30.971 


180 


31.354 


31.176 


180 


29.495 


31.542 


180 


30.813 


26.156 


180 


30.714 


25.570 


181 


30.373 


25.650 


181 


29.739 


24.342 


181 


29.775 


23.806 


181 


28.755 


24.439 


181 


28.693 


23.644 


181 


27.541 


23.972 


181 


26.267 


23.753 


181 


25.969 


23.205 


181 


25.286 


24.065 


181 


28.278 


24.404 


181 


27.632 


25.414 


182 


27.759 


23.293 



53.633 1.00 30.71 B 

53.583 1.00 28.53 B 

55.797 1.00 28.89 B 

54.823 1.00 30.09 B 

56.941 1.00 31.10 B 

57.043 1.00 34.00 B 

58.347 1.00 33.23 B 

58.473 1.00 32.72 B 

59.381 1.00 33.30 B 

57.551 1.00 31.17 B 

56.982 1.00 35.93 B 

57.861 1.00 35.47 B 

55.908 1.00 38.25 B 

54.681 1.00 38.57 B 

55.753 1.00 40.38 B 

54.242 1.00 39.65 B 

53.900 1.00 38.79 B 

56.582 1.00 42.95 B 

56.743 1.00 43.55 B 

57.108 1.00 45.10 B 

57.913 1.00 47.15 B 

57.889 1.00 47.30 B 

56.559 1.00 49.37 B 

59.376 1.00 47.57 B 

59.970 1.00 48.25 B 

59.953 1.00 47.97 B 

61.340 1.00 47.64 B 

62.034 1.00 46.90 B 

61.447 1.00 46.36 B 

61.451 1.00 48.54 B 
60.484 1.00 48.78 B 
62.648 1.00 49.43 B 
62.874 1.00 50.07 B 
63.591 1.00 51.58 B 
64.996 1.00 53.37 B 
55.658 1.00 54.70 B 

65.452 1.00 54.61 B 
63.669 1.00 49.81 B 
64.235 1.00 48.89 B 
63.707 1.00 49.42 B 
64.409 1.00 50.03 B 
64.150 1.00 50.76 B 
62.665 1.00 49.77 B 
64.629 1.00 50.93 B 
65.927 1.00 49.82 B 
66.623 1.00 50.17 B 
66.447 1.00 48.85 B 
67.877 1.00 47.91 B 
68.397 1.00 48.14 B 
67.667 1.00 47.90 B 
68.211 1.00 47.46 B 
69.376 1.00 47.10 B 
67.182 1.00 46.50 B 
67.383 1.00 45.18 B 
66.383 1.00 44.47 B 
66.788 1.00 44.05 B 
65.724 1.00 43.63 B 
64.751 1.00 43.67 B 
65.860 1.00 42.55 B 
67.295 1.00 44.60 B 
66.228 1.00 44.37 B 
68.445 1.00 44.01 B 
68.529 1.00 42.83 B 
69.958 1.00 45.18 B 
70.895 1.00 47.37 B 
72.187 1.00 51.45 B 
73.034 1.00 54.79 B 
72.706 1.00 56.32 B 
71.539 1.00 57.53 B 
73.548 1.00 56.18 B 
68.121 1.00 40.59 B 
68.254 1.00 41.20 B 
67.632 1.00 38.61 B 
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ATOM 


3913 


CA 


LEU 


182 


26.370 


23.253 


67.219 


1.00 35.94 


B 


ATOM 


3914 


CB 


LEU 


182 


26.259 


22.490 


65.897 


1.00 34.47 


B 


ATOM 


3915 


CG 


LEU 


182 


27.018 


23.098 


64.718 


1.00 31.55 


B 


ATOM 


3916 


CD1 


LEU 


182 


26.951 


22.179 


63.525 


1.00 30.32 


B 


ATOM 


3917 


CD2 


! LEU 


182 


26.417 


24.440 


64.382 


1.00 29.89 


B 


ATOM 


3918 


C 


LEU 


182 


25.532 


22.579 


68.300 


1.00 35.46 


B 


ATOM 


3919 


0 


LEU 


182 


26.057 


21.845 


69.139 


1.00 35.35 


B 


ATOM 


3920 


N 


GLN 


183 


24.227 


22.839 


68.270 


1.00 35.14 


B 


ATOM 


3921 


CA 


GLN 


183 


23.290 


22.256 


69.228 


1.00 33.43 


B 


ATOM 


3922 


CB 


GLN 


183 


22.261 


23.284 


69.688 


1.00 36.19 


B 


ATOM 


3923 


CG 


GLN 


183 


22.844 


24.463 


70.456 


1.00 40.60 


B 


ATOM 


3924 


CD 


GLN 


183 


21.781 


25.458 


70.916 


1.00 43.17 


B 


ATOM 


3925 


0E1 


GLN 


183 


20.902 


25.122 


71.711 


1.00 45.10 


B 


ATOM 


3926 


NE2 


GLN 


183 


21.856 


26.687 


70.408 


1.00 42.17 


B 


ATOM 


3927 


C 


GLN 


183 


22.513 


21.122 


68.578 


1.00 30.84 


B 


ATOM 


3928 


0 


GLN 


183 


22.098 


21.224 


67.436 


1.00 29.43 


B 


ATOM 


3929 


N 


MET 


184 


22.311 


20.047 


69.325 


1.00 29.11 


B 


ATOM 


3930 


CA 


MET 


184 


21.603 


18.884 


68.821 


1.00 28.51 


B 


ATOM 


3931 


CB 


MET 


184 


22.549 


17.698 


68.930 


1.00 27.68 


B 


ATOM 


3932 


CG 


MET 


184 


21.997 


16.385 


68.443 


1.00 30.34 


B 


ATOM 


3933 


SD 


MET 


184 


23.142 


15.021 


68.745 


1.00 30.67 


B 


ATOM 


3934 


CE 


MET 


184 


22.841 


14.793 


70.448 


1.00 30.06 


B 


ATOM 


3935 


C 


MET 


184 


20.298 


18.650 


69.595 


1.00 29.09 


B 


ATOM 


3936 


0 


MET 


184 


20.280 


18.737 


70.806 


1.00 29.05 


B 


ATOM 


3937 


N 


PHE 


185 


19.213 


18.342 


68.887 


1.00 30.68 


B 


ATOM 


3938 


CA 


PHE 


185 


17.921 


18.112 


69.537 


1.00 31.83 


B 


ATOM 


3939 


CB 


PHE 


185 


16.953 


19.277 


69.291 


1.00 31.45 


B 


ATOM 


3940 


CG 


PHE 


185 


17.520 


20.626 


69.637 


1.00 30.24 


B 


ATOM 


3941 


CD1 


PHE 


185 


18.381 


21.275 


68.763 


1.00 29.12 


B 


ATOM 


3942 


CD2 


PHE 


185 


17.215 


21.234 


70.850 


1.00 28.98 


B 


ATOM 


3943 


CE1 


PHE 


185 


18.929 


22.500 


69.082 


1.00 28.97 


B 


ATOM 


3944 


CE2 


PHE 


185 


17.762 


22.461 


71.180 


1.00 29.87 


B 


ATOM 


3945 


CZ 


PHE 


185 


18.624 


23.098 


70.289 


1.00 29.79 


B 


ATOM 


3946 


C 


PHE 


185 


17.236 


16.883 


68.976 


1.00 33.71 


B 


ATOM 


3947 


0 


PHE 


185 


17.473 


16.515 


67.845 


1.00 33.43 


B 


ATOM 


3948 


N 


ASP 


186 


16.393 


16.245 


69.782 


1.00 37.53 


B 


ATOM 


3949 


CA 


ASP 


186 


15.667 


15.071 


69.310 


1.00 40.98 


B 


ATOM 


3950 


CB 


ASP 


186 


14.857 


14.413 


70.431 


1.00 43.17 


B 


ATOM 


3951 


CG 


ASP 


186 


15.721 


13.931 


71.575 


1.00 45.72 


B 


ATOM 


3952 


OD1 


ASP 


186 


16.691 


13.190 


71.316 


1.00 48.29 


B 


ATOM 


3953 


OD2 


ASP 


186 


15.413 


14.291 


72.734 


1.00 46.64 


B 


ATOM 


3954 


C 


ASP 


186 


14.676 


15.587 


68.284 


1.00 42.58 


B 


ATOM 


3955 


0 


ASP 


186 


14.123 


16.666 


68.453 


1.00 42.55 


B 


ATOM 


3956 


N 


ASP 


187 


14.457 


14.835 


67.214 


1.00 44.89 


B 


ATOM 


3957 


CA 


ASP 


187 


13.528 


15.287 


66.188 


1.00 46.96 


B 


ATOM 


3958 


CB 


ASP 


187 


13.921 


14.695 


64.840 


1.00 46.66 


B 


ATOM 


3959 


CG 


ASP 


187 


13.090 


15.232 


63.718 


1.00 46.68 


B 


ATOM 


3960 


OD1 


ASP 


187 


13.381 


14.891 


62.555 


1.00 47.95 


B 


ATOM 


3961 


OD2 


ASP 


187 


12.144 


15.996 


64.008 


1.00 45.37 


B 


ATOM 


3962 


C 


ASP 


187 


12.127 


14.881 


66.604 


1.00 48.78 


B 


ATOM 


3963 


0 


ASP 


187 


11.844 


13.696 


66.773 


1.00 49.04 


B 


ATOM 


3964 


N 


PRO 


188 


11.235 


15.870 


66.799 


1.00 50.85 


B 


ATOM 


3965 


CD 


PRO 


188 


11.546 


17.310 


66.716 


1.00 50.78 


B 


ATOM 


3966 


CA 


PRO 


188 


9.838 


15.660 


67.209 


1.00 52.07 


B 


ATOM 


3967 


CB 


PRO 


188 


9.280 


17.085 


67.240 


1.00 51.41 


B 


ATOM 


3968 


CG 


PRO 


188 


10.496 


17.916 


67.605 


1.00 50.84 


B 






r> 

V- 


PRO 


188 


9 . 071 


14 .705 


66.302 


1.00 53.79 


B 


ATOM 


3970 


0 


PRO 


188 


8.249 


13.900 


66.753 


1.00 52.56 


B 


ATOM 


3971 


N 


ARG 


189 


9.340 


14.817 


65.011 


1.00 56.26 


B 


ATOM 


3972 


CA 


ARG 


189 


8.691 


13.979 


64.033 


1.00 59.28 


B 


ATOM 


3973 


CB 


ARG 


189 


9.218 


14.349 


62.649 


1.00 60.03 


B 


ATOM 


3974 


CG 


ARG 


189 


8.875 


15.774 


62.238 


1.00 61.54 


B 


ATOM 


3975 


CD 


ARG 


189 


9.365 


16.081 


60.833 


1.00 62.62 


B 


ATOM 


3976 


NE 


ARG 


189 


10.813 


16.277 


60.790 


1.00 63.59 


B 


ATOM 


3977 


CZ 


ARG 


189 


11.407 


17.465 


60.837 


1.00 64.36 


B 


ATOM 


3978 


NH1 


ARG 


189 


10.680 


18.575 


60.925 


1.00 64.67 


B 


ATOM 


3979 


NH2 


ARG 


189 


12.729 


17.545 


60.794 


1.00 64.73 


B 


ATOM 


3980 


C 


ARG 


189 


8.905 


12.499 


64.357 


1.00 61.00 


B 


ATOM 


3981 


0 


ARG 


189 


7.952 


11.725 


64.399 


1.00 61.27 


B 


ATOM 


3982 


N 


ASN 


190 


10.159 


12.118 


64.590 


1.00 63.40 


B 


ATOM 


3983 


CA 


ASN 


190 


10.516 


10.735 


64.914 


1.00 65.21 


B 


ATOM 


3984 


CB 


ASN 


190 


10.752 


9.935 


63.625 


1.00 65.05 


B 


ATOM 


3985 


CG 


ASN 


190 


11.750 


10.604 


62.692 


1.00 64.67 


B 
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ATOM 


3986 


OD1 


ASN 


190 


12.954 


ATOM 


3987 


ND2 


ASN 


190 


11.242 


ATOM 


3988 


C 


ASN 


190 


11.757 


ATOM 


3989 


0 


ASN 


190 


12.850 


ATOM 


3990 


N 


LYS 


191 


11.575 


ATOM 


3991 


CA 


LYS 


191 


12.676 


ATOM 


3992 


CB 


LYS 


191 


12.151 


ATOM 


3993 


CG 


LYS 


191 


11.151 


ATOM 


3994 


CD 


LYS 


191 


11.787 


ATOM 


3995 


CE 


LYS 


191 


10.771 


ATOM 


3996 


NZ 


LYS 


191 


9.657 


ATOM 


3997 


C 


LYS 


191 


13.826 


ATOM 


3998 


0 


LYS 


191 


14.852 


ATOM 


3999 


N 


ARG 


192 


13.641 


ATOM 


4000 


CA 


ARG 


192 


14.668 


ATOM 


4001 


CB 


ARG 


192 


14.101 


ATOM 


4002 


CG 


ARG 


192 


15.134 


ATOM 


4003 


CD 


ARG 


192 


14.582 


ATOM 


4004 


NE 


ARG 


192 


14.312 


ATOM 


4005 


CZ 


ARG 


192 


13.207 


ATOM 


4006 


NH1 


ARG 


192 


12.232 


ATOM 


4007 


NH2 


ARG 


192 


13.079 


ATOM 


4008 


C 


ARG 


192 


15.822 


ATOM 


4009 


0 


ARG 


192 


16.991 


ATOM 


4010 


N 


GLY 


193 


15.468 


ATOM 


4011 


CA 


GLY 


193 


16.453 


ATOM 


4012 


C 


GLY 


193 


16.778 


ATOM 


4013 


0 


GLY 


193 


16.345 


ATOM 


4014 


N 


VAL 


194 


17.547 


ATOM 


4015 


CA 


VAL 


194 


17.968 


ATOM 


4016 


CB 


VAL 


194 


19.328 


ATOM 


4017 


CGI 


VAL 


194 


20.450 


ATOM 


4018 


CG2 


VAL 


194 


19.504 


ATOM 


4019 


C 


VAL 


194 


18.096 


ATOM 


4020 


O 


VAL 


194 


18.181 


ATOM 


4021 


N 


ILE 


195 


18.108 


ATOM 


4022 


CA 


ILE 


195 


18.230 


ATOM 


4023 


CB 


ILE 


195 


17.002 


ATOM 


4024 


CG2 


ILE 


195 


17.185 


ATOM 


4025 


CGI 


ILE 


195 


15.731 


ATOM 


4026 


GDI 


ILE 


195 


15.658 


ATOM 


4027 


C 


ILE 


195 


19.452 


ATOM 


4028 


0 


ILE 


195 


19.575 


ATOM 


4029 


N 


ILE 


196 


20.353 


ATOM 


4030 


CA 


ILE 


196 


21.538 


ATOM 


4031 


CB 


ILE 


196 


22.810 


ATOM 


4032 


CG2 


ILE 


196 


24.024 


ATOM 


4033 


CGI 


ILE 


196 


23.107 


ATOM 


4034 


CD1 


ILE 


196 


22.263 


ATOM 


4035 


C 


ILE 


196 


21.284 


ATOM 


4036 


0 


ILE 


196 


21.307 


ATOM 


4037 


N 


LYS 


197 


21.045 


ATOM 


4038 


CA 


LYS 


197 


20.765 


ATOM 


4039 


CB 


LYS 


197 


20.328 


ATOM 


4040 


CG 


LYS 


197 


19.970 


ATOM 


4041 


CD 


LYS 


197 


19.665 


ATOM 


4042 


CE 


LYS 


197 


19.417 


ATOM 


4043 


NZ 


LYS 


197 


19.153 


ATOM 


4044 


C 


LYS 


197 


21.961 


ATOM 


4045 


O 


LYS 


197 


23.039 


ATOM 


4046 


N 


GLY 


198 


21.762 


ATOM 


4047 


CA 


GLY 


198 


22.826 


ATOM 


4048 


C 


GLY 


198 


23.747 


ATOM 


4049 


0 


GLY 


198 


24.518 


ATOM 


4050 


N 


LEU 


199 


23.680 


ATOM 


4051 


CA 


LEU 


199 


24.523 


ATOM 


4052 


CB 


LEU 


199 


24.357 


ATOM 


4053 


CG 


LEU 


199 


25.219 


ATOM 


4054 


CD1 


LEU 


199 


26.699 


ATOM 


4055 


CD2 


LEU 


199 


24.942 


ATOM 


4056 


C 


LEU 


199 


24.235 


ATOM 


4057 


0 


LEU 


199 


23.160 


ATOM 


4058 


N 


GLU 


200 


25.225 



10.474 62.861 1.00 64.77 B 

11.332 61.707 1.00 63.52 B 

10.684 65.807 1.00 66.41 B 

11.038 65.381 1.00 66.57 B 

10.241 67.051 1.00 67.89 B 

10.158 68.017 1.00 68.02 B 

9.687 69.378 1.00 69.77 B 

10.636 70.012 1.00 71.09 B 

11.982 70.297 1.00 72.77 B 

12.963 70.860 1.00 74.00 B 

13.210 69.902 1.00 75.27 B 

9.251 67.571 1.00 66.64 B 

9.149 68.253 1.00 66.18 B 

8.587 66.434 1.00 64.41 B 

7.720 65.878 1.00 62.32 B 

6.946 64.685 1.00 64.84 B 

6.138 63.909 1.00 68.49 B 

5.584 62.578 1.00 71.52 B 

6.616 61.569 1.00 73.79 B 

7.359 61.506 1.00 74.82 B 

7.201 62.393 1.00 75.36 B 

8.275 60.555 1.00 75.53 B 

8.612 65.403 1.00 59.33 B 

8.235 65.479 1.00 58.48 B 

9.805 64.927 1.00 55.93 B 

10.747 64.429 1.00 50.05 B 

11.895 65.364 1.00 45.96 B 

11.933 66.518 1.00 44.90 B 

12.842 64.839 1.00 42.75 B 

14.006 65.596 1.00 39.18 B 

13.743 66.269 1.00 39.02 B 

13.925 65.262 1.00 38.70 B 

14.653 67.456 1.00 38.46 B 

15.209 64.666 1.00 37.27 B 

15.057 63.456 1.00 36.48 B 

16.400 65.254 1.00 35.15 B 

17.645 64.501 1.00 33.17 B 

18.543 64.702 1.00 34.99 B 

19.842 63.916 1.00 36.47 B 

17.803 64.280 1.00 36.88 B 

17.513 62.784 1.00 38.32 B 

18.465 64.917 1.00 30.37 B 

18.870 66.063 1.00 28.47 B 

18.711 63.975 1.00 28.58 B 

19.503 64.270 l.OO 27.51 B 

18.928 63.572 1.00 26.71 B 

19.795 63.884 1.00 25.48 B 

17.515 64.078 1.00 25.19 B 

16.456 63.472 1.00 25.37 B 

20.931 63.787 1.00 27.55 B 

21.212 62.601 1.00 27.49 B 

21.832 64.730 1.00 28.27 B 

23.229 64.418 1.00 27.24 B 

23.973 65.688 1.00 28.18 B 
25.451 65.508 1.00 26.93 B 
26.075 66.853 1.00 27.21 B 
27.563 66.750 1.00 26.28 B 
28.144 68.104 1.00 26.63 B 
23.947 63.821 1.00 26.61 B 

23.974 64.406 1.00 27.65 B 
24.513 62.637 1.00 26.31 B 
25.266 61.998 1.00 25.56 B 
24.536 61.044 1.00 24.60 B 
25.162 60.335 1.00 24.69 B 
23.211 61.029 1.00 25.09 B 
22.433 60.130 1.00 25.50 B 
20.927 60.411 1.00 24.64 B 
19.950 59.597 1.00 24.37 B 
20.274 59.742 1.00 22.90 B 
18.535 60.068 1.00 23.77 B 
22.767 58.648 1.00 25.50 B 
22.510 58.114 1.00 24.77 B 
23.350 57.991 1.00 26.00 B 
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3X3 .o?aaoe 



21125PV 



ATOM 


4059 


CA 


GLU 


200 


25.087 


ATOM 


4060 


CB 


GLU 


200 


26.274 


ATOM 


4061 


CG 


GLU 


200 


26.324 


ATOM 


4062 


CD 


GLU 


200 


25.112 


ATOM 


4063 


OE1 


GLU 


200 


24.061 


ATOM 


4064 


OE2 


GLU 


200 


25.196 


ATOM 


4065 


c 


GLU 


200 


25.029 


ATOM 


4066 


0 


GLU 


200 


25.586 


ATOM 


4067 


N 


GLU 


201 


24 .327 


ATOM 


4068 


CA 


GLU 


201 


24.218 


ATOM 


4069 


CB 


GLU 


201 


22.790 


ATOM 


4070 


CG 


GLU 


201 


22 .239 


ATOM 


4071 


CD 


GLU 


201 


20.954 


ATOM 


4072 


OEl 


GLU 


201 


20.075 


ATOM 


4073 


OE2 


GLU 


201 


20. 817 


ATOM 


4074 


c 


GLU 


201 


24.581 


ATOM 


4075 


o 


GLU 


201 


23.866 


ATOM 


4076 


N 


ILE 


202 


25.707 


ATOM 


4077 


CA 


ILE 


202 


26.116 


ATOM 


4078 


CB 


ILE 


202 


27.636 


ATOM 


4079 


CG2 


ILE 


202 


28.022 


ATOM 


4080 


CGI 


ILE 


202 


28.089 


ATOM 


4081 


CD1 


ILE 


202 


27.704 


ATOM 


4082 


c 


ILE 


202 


25.655 


ATOM 


4083 


0 


ILE 


202 


25.798 


ATOM 


4084 


N 


THR 


203 


25.089 


ATOM 


4085 


CA 


THR 


203 


24.610 


ATOM 


4086 


CB 


THR 


203 


23.463 


ATOM 


4087 


OG1 


THR 


203 


22.297 


ATOM 


4088 


CG2 


THR 


203 


23.103 


ATOM 


4089 


C 


THR 


203 


25.774 


ATOM 


4090 


0 


THR 


203 


26.546 


ATOM 


4091 


N 


VAL 


204 


25.919 


ATOM 


4092 


CA 


VAL 


204 


26.967 


ATOM 


4093 


CB 


VAL 


204 


27.656 


ATOM 


4094 


CGI 


VAL 


204 


28. 839 


ATOM 


4095 


CG2 


VAL 


204 


28.142 


ATOM 


4096 


c 


VAL 


204 


26.225 


ATOM 


4097 


o 


VAL 


204 


25.536 


ATOM 


4098 


N 


HIS 


205 


26.354 


ATOM 


4099 


CA 


HIS 


205 


25.709 


ATOM 


4100 


CB 


HIS 


205 


25.803 


ATOM 


4101 


CG 


HIS 


205 


25 .131 


ATOM 


4102 


CD2 


HIS 


205 


25.631 


ATOM 


4103 


ND1 


HIS 


205 


23 .760 


ATOM 


4104 


CE1 


HIS 


205 


23 .444 


ATOM 


4105 


NE2 


HIS 


205 


24.561 


ATOM 


4106 


C 


HIS 


205 


26.252 


ATOM 


4107 


o 


HIS 


205 


25.508 


ATOM 


4108 


N 


ASN 


206 


27-544 


ATOM 


4109 


CA 


ASM 


206 


28.127 


ATOM 


4110 


CB 


ASN 


206 


28.377 


ATOM 


4111 


CG 


ASN 


206 


29.156 


ATOM 


4112 


OD1 


ASN 


206 


30.252 


ATOM 


4113 


ND2 


ASN 


206 


28.594 


ATOM 


4114 


C 


ASN 


206 


29.387 


ATOM 


4115 


0 


ASN 


206 


29.740 


ATOM 


4116 


N 


LYS 


207 


30.063 


ATOM 


4117 


CA 


LYS 


207 


31.274 


ATOM 


4118 


CB 


LYS 


207 


31.662 


ATOM 


4119 


CG 


LYS 


207 


32.257 


ATOM 


4120 


CD 


LYS 


207 


32.719 


ATOM 


4121 


CE 


LYS 


207 


33.466 


ATOM 


4122 


NZ 


LYS 


207 


34.775 


ATOM 


4123 


C 


LYS 


207 


32.425 


ATOM 


4124 


0 


LYS 


207 


33.458 


ATOM 


4125 


N 


ASP 


208 


32.241 


ATOM 


4126 


CA 


ASP 


208 


33.301 


ATOM 


4127 


CB 


ASP 


208 


33.234 


ATOM 


4128 


CG 


ASP 


208 


33.702 


ATOM 


4129 


OD1 


ASP 


208 


33.221 


ATOM 


4130 


OD2 


ASP 


208 


34.567 


ATOM 


4131 


C 


ASP 


208 


33.277 



23.722 56.598 1.00 26.47 B 

24.568 56.143 1.00 27.75 B 

25.971 56.724 1.00 32.47 B 

26.821 56.339 1.00 35.25 B 

26.700 57.004 1.00 38.07 B 

27.600 55.363 1.00 35.41 B 

22.508 55.686 1.00 27.12 B 

21.457 55.972 1.00 26.69 B 

22.678 54.579 1.00 27.51 B 

21.646 53.574 1.00 26.72 B 

21.135 53.468 1.00 27.33 B 

20.532 54.722 1.00 30.03 B 
19.773 54.457 1.00 32.95 B 
19.784 55.345 1.00 34.01 B 

19.167 53.367 1.00 33.38 B 
22.363 52.278 1.00 26.18 B 
23.259 51.853 1.00 25.94 B 
21.996 51.674 1.00 25.78 B 
22.631 50.433 1.00 25.80 B 
22.813 50.360 1.00 25.61 B 
23.102 48.914 1.00 25.19 B 
23.969 51.258 1.00 26.32 B 
23.871 52.722 1.00 25.98 B 
21.820 49.231 1.00 26.76 B 
20.597 49.195 1.00 26.87 B 
22.508 48.248 1.00 26.89 B 
21.817 47.070 1.00 28.63 B 
22.606 46.329 1.00 28.93 B 
22.683 47.167 1.00 28.96 B 
21.922 44.987 1.00 25.61 B 
21.634 46.120 1.00 29.69 B 
22.547 45.906 1.00 31.36 B 
20.428 45.589 1.00 30.40 B 

20.168 44.620 1.00 30.44 B 
18.798 44.876 1.00 29.19 B 
18.609 43.930 1.00 28.81 B 
18.733 46.292 1.00 29.07 B 
20.159 43.277 1.00 31.43 B 
19.180 42.956 1.00 31.70 B 
21.255 42.521 1.00 31.11 B 
21.420 41.214 1.00 30.37 B 
22.869 40.792 1.00 29.29 B 
23.788 41.747 1.00 29.35 B 
24.594 42.712 1.00 29.07 B 
23.890 41.831 1.00 29.17 B 
24.721 42.806 1.00 29.14 B 
25.161 43.357 1.00 29.64 B 

20.533 40.100 1.00 30.88 B 
20.130 39.216 1.00 31.82 B 
20.238 40.138 1.00 29.74 B 
19.370 39.141 1.00 29.11 B 
20.158 37.852 1.00 28.48 B 
21.438 38.091 1.00 29.29 B 
21.412 38.645 1.00 28.71 B 
22.562 37.673 1.00 28.54 B 
18.760 39.729 1.00 28.47 B 
19.032 40.852 1.00 27.98 B 
17.924 38.957 1.00 29.11 B 
17.291 39.445 1.00 30.00 B 
16.107 38.553 1.00 30.11 B 
16.495 37-222 1.00 32.75 B 
15.270 36.441 1.00 33.95 B 
15.669 35.164 1.00 34.56 B 
16.370 35.404 1.00 33.30 B 
18.293 39.488 1.00 30.73 B 
18.026 40.089 1.00 32.12 B 
19.451 38.863 1.00 29.02 B 
20.453 38.850 1.00 28.26 B 
21.261 37.5S6 1.00 31.08 B 
20.463 36.354 1.00 32.65 B 
20.729 '35.233 1.00 33.84 B 
19.570 36.523 l.OO 33.75 B 
21.374 40.065 1.00 26.42 B 
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21125PV 



ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 



4132 

4133 

4134 

4135 

4136 

4137 

4138 

4139 

4140 

4141 

4142 

4143 

4144 

4145 

4146 

4147 

4148 

4149 

4150 

4151 

4152 

4153 

4154 

4155 

4156 

4157 

4158 

4159 

4160 

4161 

4162 

4163 

4164 

4165 

4166 

4167 

4168 

4169 

4170 

4171 

4172 

4173 

4174 

4175 

4176 

4177 

4178 

4179 

4180 

4181 

4182 

4183 

4184 

4185 

4186 

4187 

4188 

4189 

4190 

4191 

4192 

4193 

4194 

4195 

4196 

4197 

4198 

4199 

4200 

4201 

4202 

4203 

4204 



O ASP 
N GLU 
CA GLU 
CB GLU 
CG GLU 
CD GLU 
OE1 GLU 
OE2 GLU 
C GLU 
O GLU 
N VAL 
CA VAL 
CB VAL 
CGI VAL 
CG2 VAL 
C VAL 
O VAL 
N TYR 
CA TYR 
CB TYR 
CG TYR 
CD1 TYR 
CE1 TYR 
CD2 TYR 
CE2 TYR 
CZ TYR 
OH TYR 
C TYR 
O TYR 
N GLN 
CA GLN 
CB GLN 
CG GLN 
CD GLN 
OE1 GLN 
NE2 GLN 
C GLN 
O GLN 
N ILE 
CA ILE 
CB ILE 
CG2 ILE 
CGI ILE 
CD1 ILE 
C ILE 
O ILE 
N LEU 
CA LEU 
CB LEU 
CG LEU 
CD1 LEU 
CD2 LEU 
C LEU 
O LEU 
N GLU 
CA GLU 
CB GLU 
CG GLU 
CD GLU 
OE1 GLU 
OE2 GLU 
C GLU 
O GLU 
N LYS 



CA LYS 

CB LYS 

CG LYS 

CD LYS 

CE LYS 

NZ LYS 



LYS 
LYS 
GLY 



208 

209 

209 

209 

209 

209 

209 

209 

209 

209 

210 

210 

210 

210 

210 

210 

210 

211 

211 

211 

211 

211 

211 

211 

211 

211 

211 

211 

211 

212 

212 

212 

212 

212 

212 

212 

212 

212 

213 

213 

213 

213 

213 

213 

213 

213 

214 

214 

214 

214 

214 

214 

214 

214 

215 

215 

215 

215 

215 

215 

215 

215 

215 

216 

216 

216 

216 

216 

216 

216 

216 

216 

217 



33.989 

32.462 

32.388 

30.958 

30.306 

29.069 

28.371 

28.804 

32.832 

33.194 

32.835 

33.205 

32.987 

32.238 

34.290 

34.609 

34.775 

35.620 

36.968 

38.030 

39.441 

39.807 

41.062 

40.379 

41.651 

41.987 

43.235 

37.083 

37.626 

36.557 

36.582 

35.897 

35.962 

35.764 

35.046 

36.391 

35.909 

36.420 

34.759 

34.031 

32.664 

32.022 

31.758 

30.505 

34.831 

34.822 

35.489 

36.310 

36.829 

36.013 

34.547 

36.443 

37.507 

37.920 

38.055 

39.208 

39.748 

40.496 

41.103 

42.352 

40.337 

38.855 

39.592 

37.732 

37.293 

35.993 

36.240 

34.962 

35.281 

36.198 

37.144 

37.501 

36.628 



22.372 

21.032 

21.831 

22.278 

23.237 

23.926 

24.610 

23.793 

21.030 

21.596 

19.708 

18.882 

17.360 

17.180 

16.638 

19.093 

19.138 

19.238 

19.401 

19.361 

19.224 

18.110 

18.018 

20.246 

20.166 

19.048 

18.972 

20.665 

20.620 

21.781 

23.064 

24.154 

25.543 

26.672 

26.508 

27.832 

22.923 

23.374 

22.265 

22.048 

21.350 

20.933 

22.285 

21.626 

21.189 

21.446 

20.156 

19.282 

18.100 

16.826 

17.179 

15.908 

20.048 

19.821 

20.967 

21.768 

22.628 

21.863 

22.786 

22.898 

23.399 

22.700 

22.798 

23.397 

24.300 

24.988 

26.094 

26.743 

27.963 

27.671 

23.547 

24.057 

22.329 



40.117 

41-052 

42.272 

42.595 

41.602 

42.167 

41.385 

43.382 

43.490 

44.513 

43.373 

44.514 

44.217 

42.928 

44.159 

45.082 

46.289 

44.232 

44.770 

43.656 

44.196 

44.937 

45.528 

44.048 

44.642 

45.386 

45.997 

45.608 

46.696 

45.101 

45.819 

44.983 

45.607 

44.587 

43.594 

44.844 

47.192 

48.193 

47.230 

48.485 

48.237 

49.579 

47.441 

46.928 

49.461 

50.672 

48.937 

49.759 

48.950 

49.015 

48.926 

47.895 

50.316 

51.443 

49.523 

49.953 

48.797 

47.699 

46.630 

46.580 

45.842 

51.110 

52.092 

50.988 

52.042 

51.620 

50.602 

50.069 

49.187 

48.028 

53.361 

54.416 

53.309 



1.00 
1.00 
1.00 
1.00 
1.00 
1-00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 



.00 
.00 
.00 
.00 
.00 
.00 
.00 
1.00 
1.00 
1.00 
l.OO 
1.00 
1.00 
1.00 
1.00 



00 
00 
00 
00 
00 
00 
00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 



00 
00 
00 

06 

00 
1.00 
1.00 
1.00 
1.00 



24.98 
25.24 
25.22 
27.01 
30.48 
32.55 
34.80 
33.17 
24.23 
25.15 
21.99 
18.98 
17.62 
17.92 
17.49 
18.13 
19.29 
17.72 
15.84 
14.23 
13.57 
12.81 
12.54 
14.65 
13.74 
14.45 
10.15 
15.70 
14.92 
17.75 
18.64 
19.40 
24.51 
26.82 
25.33 
26.86 
18.53 
19.69 
19.83 
19.97 
20.59 
19.77 
20.66 
22.87 
20.10 
20.46 
19.00 
18.96 
18.27 
18.28 
22.38 
17.95 
19.17 
20.21 
19.88 
19.18 
19.26 
20.08 
20.78 
16.87 
19.38 
18.78 
17.36 
19.53 
20.63 
22.77 
29.39 
33.26 
35.91 
37.67 
20.03 
21.40 
18.86 



B 
B 
B 
B 
B 
B 
B 
B 
B 
B 
B 
B 
* B 
B 
B 
B 
B 
B 
B 
B 
B 
B 
B 
B 
B 
B 
B 
B 
B 
B 
B 
B 
B 
B 
B 
B 
B 
B 
B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 
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ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 

ATOM 



4205 

4206 

4207 

4208 

4209 

4210 

4211 

4212 

4213 

4214 

4215 

4216 

4217 

4218 

4219 

4220 

4221 

4222 

4223 

4224 

4225 

4226 

4227 

4228 

4229 

4230 

4231 

4232 

4233 

4234 

4235 

4236 

4237 

4238 

4239 

4240 

4241 

4242 

4243 

4244 

4245 

4246 

4247 

4248 

4249 

4250 

4251 

4252 

4253 

4254 

4255 

4256 

4257 

4258 

4259 

4260 

4261 

4262 

4263 

4264 

4265 

4266 

4267 

4268 

4269 

4270 

4271 

4272 

4273 

4274 

4275 

4276 

4277 



CA GLY 
C GLY 



O 
N 



GLY 
ALA 



CA ALA 
CB ALA 



ALA 
ALA 
ALA 



CA ALA 
CB ALA 



C 
O 
N 



ALA 
ALA 
LYS 



CA LYS 
CB LYS 



CG 
CD 



LYS 
LYS 



CE LYS 
NZ LYS 



C 
O 
N 
CA 



LYS 
LYS 
ARG 
ARG 



CB ARG 
CG ARG 
CD ARG 
NE ARG 
CZ ARG 
NH1 ARG 
NH2 ARG 
C ARG 
O ARG 
N THR 
CA THR 
CB THR 
OG1 THR 
CG2 THR 
C THR 
O THR 
N THR 
CA THR 
CB THR 
OG1 THR 
CG2 THR 
C THR 
THR 
ALA 



O 
N 

CA ALA 
CB ALA 
C ALA 
O ALA 
N ALA 
CA ALA 
CB ALA 
C 
O 
N 
CA 



ALA 
ALA 
THR 
THR 
CB THR 
CGI THR 
CG2 THR 
C THR 
O THR 
N LEU 
CA LEU 
CB LEU 
CG LEU 
CD1 LEU 
CD2 LEU 
C LEU 
O LEU 
N MET 



217 

217 

217 

218 

218 

218 

218 

218 

219 

219 

219 

219 

219 

220 

220 

220 

220 

220 

220 

220 

220 

220 

221 

221 

221 

221 

221 

221 

221 

221 

221 

221 

221 

222 

222 

222 

222 

222 

222 

222 

223 

223 

223 

223 

223 

223 

223 

224 

224 

224 

224 

224 

225 

225 

225 

225 

225 

226 

226 

226 

226 

226 

226 

226 

227 

227 

227 

227 

227 

227 

227 

227 

228 



36.492 

37.869 

38.103 

38.792 

40.148 

40.996 

40.827 

41.470 

40.691 

41.315 

41.044 

40.792 

41.552 

39.479 

38.859 

37.338 

36.603 

35.130 

34.464 

32.993 

39.303 

39.442 

39.513 

39.936 

39.878 

40.038 

39.999 

38.638 

38.317 

39.255 

37.074 

41.345 

41.686 

42.167 

43.515 

44.277 

44.586 

45.573 

43.475 

44.265 

42.527 

42.443 

41.481 

40.126 

41.716 

41.941 

42.353 

41.093 

40.537 

39.514 

41.645 

41.693 

42.526 

43.647 

44.484 

44.502 

44.983 

44.676 

45.490 

45.557 

46.323 

46.186 

44.901 

45.617 

43.575 

42.805 

41.367 

40.955 

41.103 

41.786 

42.651 

42.783 

42.380 



21.587 

21.334 

21.531 

20.895 

20.607 

20.061 

21.818 

21.706 

22.980 

24.203 

25.404 

24.505 

24.760 

24.450 

24.729 

24.667 

25-222 

25.462 

26.087 

26.287 

23.734 

24.067 

22.498 

21.438 

20.111 

18.857 

17.586 

17.093 

16.184 

15.687 

15.732 

21.737 

21.394 

22.372 

22.747 

23.438 

22.466 

24.026 

23.692 

23.598 

24.607 

25.550 

26.706 

26.260 

27.205 

24.801 

25.101 

23.796 

23.001 

21.966 

22.288 

22.258 

21.678 

20.977 

20.347 

21.942 

21.592 

23.164 

24.156 

25.470 

25.286 

26.534 

24.452 

24.553 

24.575 

24.875 

25.310 

26.772 

27.134 

27.693 

23.733 

23.928 

22.536 



54.543 

55.128 

56.307 

54.282 

54.737 

53.580 

55.363 

56.403 

54.735 

55.266 

54.323 

56.671 

57.599 

56.823 

58.110 

57.978 

59.177 

58.884 

60.092 

59.939 

59.173 

60.350 

58.748 

59.647 

58.889 

59.751 

58.902 

58.691 

57.774 

56.976 

57.687 

60.174 

61.314 

59.342 

59.752 

58.634 

57.637 

59.136 

60.916 

61.797 

60.906 

61.990 

61.654 

61.807 

60.212 

63.206 

64.337 

62.970 

64.069 

63.570 

64 . 798 

66.041 

64.020 

64 . 608 

63.517 

65.446 

66.516 

64.957 

65.650 

64.868 

63.670 

65.716 

67 . 007 

67.998 

67.025 

68.238 

67.899 

68.051 

69.518 

67.155 

69.239 

70.435 

68.742 



1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 



1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 



18.29 
18.39 
18.74 
19.27 
19.03 
18.52 
18.17 
19.12 
17.99 
16.17 
14.07 
14.78 
15.56 
14.00 
13.80 
11.84 
12.63 
11.67 
13.88 
12.51 
14.26 
15.25 
14.19 
11.64 
13.12 
13.06 
11.48 
8.87 
8.38 
5.16 
8.15 
10.67 
10.15 
10.52 
7.37 
6.75 



09 
92 
52 
41 
73 
41 
80 



13.96 
11.03 
8.79 
11.00 
9.46 
9.41 
8.72 
10.87 
10.92 
11.03 
10.24 
9.24 
11.63 
12.58 
13.45 
15.18 
14.69 
16.29 
15.17 
16.64 
16.41 
18.18 
18.74 
19.87 
21.86 
21.93 
21.51 
18.17 
18.61 
18.27 



B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 
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B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 

B 
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ATOM 4278 

ATOM 4279 

ATOM 4280 

ATOM 4281 

ATOM 4282 

ATOM 4283 

ATOM 4284 

ATOM 4285 

ATOM 4286 

ATOM 4287 

ATOM 4288 

ATOM 4289 

ATOM 4290 

ATOM 4291 

ATOM 4292 

ATOM 4293 

ATOM 4294 

ATOM 4295 

ATOM 4296 

ATOM 4297 

ATOM 4298 

ATOM 4299 

ATOM 4300 

ATOM 4301 

ATOM 4302 

ATOM 4303 

ATOM 4304 

ATOM 4305 

ATOM 4306 

ATOM 4307 

ATOM 4308 

ATOM 4309 

ATOM 4310 

ATOM 4311 

ATOM 4312 

ATOM 4313 

ATOM 4314 

ATOM 4315 

ATOM 4316 

ATOM 4317 

ATOM 4318 

ATOM 4319 

ATOM 4320 

ATOM 4321 

ATOM 4322 

ATOM 4323 

ATOM 4324 

ATOM 4325 

ATOM 4326 

ATOM 4327 

ATOM 4328 

ATOM 4329 

ATOM 4330 

ATOM 4331 

ATOM 4332 

ATOM 4333 

ATOM 4334 

ATOM 4335 

ATOM 4336 

ATOM 4337 

ATOM 4338 

ATOM 4339 

ATOM 4340 

ATOM 4341 

ATOM 4342 

ATOM 4343 

ATOM 4344 

ATOM 4345 

ATOM 4346 

ATOM 4347 

ATOM 4348 

ATOM 4349 

ATOM 4350 



CA 


MET 


228 


CB 


MET 


228 


CG 


MET 


228 


SD 


MET 


228 


CE 


MET 


228 


C 


MET 


228 


0 


MET 


228 


N 


ASN 


229 


CA 


ASN 


229 


CB 


ASN 


229 


CG 


ASN 


229 


OD1 


ASN 


229 


ND2 


ASN 


229 


C 


ASN 


229 


0 


ASN 


229 


N 


ALA 


230 


CA 


ALA 


230 


CB 


ALA 


230 


C 


ALA 


230 


0 


ALA 


230 


N 


TYR 


231 


CA 


TYR 


231 


CB 


TYR 


231 


CG 


TYR 


231 


CD1 


TYR 


231 


CE1 


TYR 


231 


CD2 


TYR 


231 


CE2 


TYR 


231 


CZ 


TYR 


231 


OH 


TYR 


231 


C 


TYR 


231 


0 


TYR 


231 


N 


SER 


232 


CA 


SER 


232 


CB 


SER 


232 



OG 


SER 


232 


C 


SER 


232 


0 


SER 


232 


N 


SER 


233 


CA 


SER 


233 


CB 


SER 


233 


OG 


SER 


233 


C 


SER 


233 


0 


SER 


233 


N 


ARG 


234 


CA 


ARG 


234 


CB 


ARG 


234 


CG 


ARG 


234 


CD 


ARG 


234 


NE 


ARG 


234 


CZ 


ARG 


234 


NH1 


ARG 


23,4 


NH2 


ARG 


234 


C 


ARG 


234 


O 


ARG 


234 


N 


SER 


235 


CA 


SER 


235 


CB 


SER 


235 


OG 


SER 


235 


C 


SER 


235 


o 


SER 


235 


N 


HIS 


236 


CA 


HIS 


236 


CB 


HIS 


236 


CG 


HIS 


236 


CD2 


HIS 


236 


ND1 


HIS 


236 


CE1 


HIS 


236 


NE2 


HIS 


236 


C 


HIS 


236 


0 


HIS 


236 


N 


SER 


237 


CA 


SER 


237 



42.160 21.404 
40.800 20.772 

39.649 21.745 

38.056 21.201 

38.092 22.153 

43.250 20.342 

43.769 19.990 

43.571 19.834 

44.589 18.799 

44.824 18.543 

45.350 19.764 

45.764 20.739 

45.340 19.711 

44.311 17.448 

43.228 16.873 

45.300 16.950 

45.171 15.679 

45.241 14.546 

43.869 15.595 

43.269 14.519 

43.443 16.725 

42.200 16.775 

42.047 18.119 

40.667 18.312 

40.404 17.998 

39.121 18.122 

39.606 18.760 

38.316 18.886 

38.079 18.559 

36.780 18.623 

41.988 15.645 

41.016 14.916 

42.904 15.481 

42.744 14.446 
43.907 14.490 
45.145 14.290 
42.608 13.020 
41.898 12.203 
43.260 12.711 
43.173 11.352 
44.477 10.942 
44.662 11.602 
42.057 11.167 
41.604 10.047 
41.612 12.265 
40.558 12.168 
40.919 12.961 
41.315 12.112 
42.707 12.435 
42.755 13.676 
43-751 14.005 
44.791 13.186 

43.690 15.140 
39.168 12.617 
38-258 12.599 
39.006 13.014 
37.697 13.455 
37.785 14.801 

38.745 14.780 
37.048 12.437 
37.704 11.648 
35.725 12.465 
34.911 11.587 

33.691 11.087 
34.032 10.280 
34.066 10.607 
34-437 8.965 
34.704 8.517 
34.487 9.494 
34.347 12.498 
33.810 13.556 
34.475 12.108 
33.951 12.933 



69.634 1.00 
69.302 1.00 
69.495 1.00 
68.874 1.00 
67.250 1.00 
69.614 1.00 
68.549 1.00 
70.807 1.00 
70.992 1.00 
72.485 1.00 
73.209 1.00 
72.588 1.00 
74.534 1.00 
70.313 1.00 
70.460 1.00 
69.569 1.00 
68.863 1.00 
69.847 1.00 
68.079 1.00 
67.977 1.00 
67.519 1.00 
66.761 1.00 
66.029 1.00 
65.435 1.00 
64.112 1.00 
63.598 1.00 
66.229 1.00 
65.716 1.00 
64.402 1.00 
63.936 1.00 
65.748 1.00 

65.837 1.00 
64.800 1.00 
63.777 1.00 
62.779 1.00 
63.419 1.00 
64.308 1.00 
63.726 1.00 
65.417 1.00 
65.919 1.00 
66.596 1.00 

67.838 1.00 
66.921 1.00 
67.155 1.00 
67.523 1.00 
68.532 1.00 
69.784 1.00 
70.975 1.00 
71.494 1.00 
72.263 1.00 
73.083 1.00 
73.242 1.00 
73.767 1.00 
68.118 1.00 
68.924 1.00 
66.862 1.00 
66.394 1.00 
65.647 1.00 
64.602 1.00 
65.488 1.00 
64.854 1.00 
65.472 1.00 
64.631 1.00 
65.386 1.00 
66.586 1.00 
67.899 1.00 
66.504 1.00 
67.717 1.00 
68.582 1.00 
63.556 1.00 
63.878 1.00 
62.291 1.00 
61.208 1.00 



• 17.51 


B 


16.30 


B 


16.20 


B 


19.18 


B 


17.21 


B 


18.14 


B 


20.11 


B 


16.66 


B 


16.35 


B 


15.94 


B 


16.33 


B 


17.78 


B 


14.68 


B 


15.68 


B 


15.38 


B 


14.15 


B 


12.00 


B 


11.64 


B 


11.58 


B 


10.16 


B 


11.27 


B 


12.69 


B 


11.10 


B 


10.24 


B 


9.88 


B 


10.11 


B 


11.37 


B 


10.13 


B 


9.90 


B 


7.41 


B 


13.47 


B 


14.47 


B 


15.55 


B 


15.70 


B 


17.08 


B 


20.92 


B 


15.28 


B 


16.22 


B 


12.45 


B 


12.60 


B 


13.54 


B 


15.82 


B 


12.47 


B 


12.18 


B 


11.28 


B 


9.69 


B 


10.96 


B 


13.22 


B 


16.77 


B 


20.42 


B 


22.86 


B 


22.37 


B 


25.64 


B 


7.73 


B 


8.22 


B 


6.52 


B 


4.31 


B 


2.24 


B 


1.00 


B 


2.58 


B 


3.58 


B 


4.87 


B 


5.05 


B 


4.65 


B 


4.01 


B 


3.63 


B 


3.84 


B 


4.48 


B 


4.72 


B 


6.99 


B 


9.70 


B 


7.23 


B 


6.69 


B 
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ATOM 4351 

ATOM 4352 

ATOM 4353 

ATOM 4354 

ATOM 4355 

ATOM 4356 

ATOM 4357 

ATOM 4358 

ATOM 4359 

ATOM 4360 

ATOM 4361 

ATOM 4362 

ATOM 4363 

ATOM 4364 

ATOM 4365 

ATOM 4366 

ATOM 4367 

ATOM 4368 

ATOM 4369 

ATOM 4370 

ATOM 4371 

ATOM 4372 

ATOM 4373 

ATOM 4374 

ATOM 4375 

ATOM 4376 

ATOM 4377 

ATOM 4378 

ATOM 4379 

ATOM 4380 

ATOM 4381 

ATOM 4382 

ATOM 4383 

ATOM 4384 

ATOM 4385 

ATOM 4386 

ATOM 4387 

ATOM 4388 

ATOM 4389 

ATOM 4390 

ATOM 4391 

ATOM 4392 

ATOM 4393 

ATOM 4394 

ATOM 4395 

ATOM 4396 

ATOM 4397 

ATOM 4398 

ATOM 4399 

ATOM 4400 

ATOM 4401 

ATOM 4402 

ATOM 4403 

ATOM 4404 

ATOM 4405 

ATOM 4406 

ATOM 4407 

ATOM 4408 

ATOM 4409 

ATOM 4410 

ATOM 4411 

ATOM 4412 

ATOM 4413 

ATOM 4414 

ATOM 4415 

ATOM 4416 

ATOM 4417 

ATOM 4418 

ATOM 4419 

ATOM 4420 

ATOM 4421 

ATOM 4422 

ATOM 4423 



CB 


SER 


237 


OG 


SER 


237 


C 


SER 


237 


0 


SER 


237 


N 


VAL 


238 


CA 


VAL 


238 


CB 


VAL 


238 


CGI 


VAL 


238 


CG2 


VAL 


238 


C 


VAL 


238 


0 


VAL 


238 


N 


PHE 


239 


CA 


PHE 


239 


CB 


PHE 


239 


CG 


PHE 


239 


CD1 


PHE 


239 


CD2 


PHE 


239 


CE1 


PHE 


239 


CE2 


PHE 


239 


CZ 


PHE 


239 


C 


PHE 


239 


0 


PHE 


239 


N 


SER 


240 


CA 


SER 


240 


CB 


SER 


240 


OG 


SER 


240 


C 


SER 


240 


0 


SER 


240 


N 


VAL 


241 


CA 


VAL 


241 


CB 


VAL 


241 


CGI 


VAL 


241 


CG2 


VAL 


241 


C 


VAL 


241 


0 


VAL 


1 A 1 

241 


N 


THR 


242 


CA 


THR 


242 


CB 


THR 


242 


OG1 


THR 


242 


CG2 


THR 


242 


C 


THR 


242 


0 


THR 


242 


N 


ILE 


243 


CA 


ILE 


243 


CB 


ILE 


243 


CG2 


ILE 


243 


CGI 


ILE 


243 


CDl 


ILE 


243 


C 


ILE 


243 


0 


ILE 


243 


N 


HIS 


244 


CA 


HIS 


244 


CB 


HIS 


244 


CG 


HIS 


244 


CD 2 


HIS 


244 


ND1 


HIS 


244 


CE1 


HIS 


OA A 


NE2 


HIS 


244 


C 


HIS 


244 


o 


HIS 


244 


N 


MET 


245 


CA 


MET 


245 


CB 


MET 


245 


CG 


MET 


245 


SD 


MET 


245 


CE 


MET 


245 


C 


MET 


245 


0 


MET 


245 


N 


LYS 


246 


CA 


LYS 


246 


CB 


LYS 


246 


CG 


LYS 


246 


CD 


LYS 


246 



35.058 13.406 

35.464 12.358 

32.946 12.157 

33.196 11.040 

31.787 12.753 

30.787 12.078 

29.560 11.740 

29.413 12.787 

28.307 11.669 

30.421 12.935 

29.776 13.952 

30.883 12.511 

30.609 13.198 

31.793 13.036 

31.693 13.893 

30.815 13.557 

32.462 15.046 

30.705 14.364 

32.354 15.854 

31.475 15.511 

29.350 12.553 

29.327 11.356 

28.305 13.359 

27.039 12.871 
25.926 13.194 
26.182 12.631 
26.678 13.462 
26.809 14.668 
26.230 12.601 
25.813 13.044 
26.748 12.492 
26.981 11.008 
26.143 12.736 
24.379 12.565 
24.092 11.365 
23.478 13.513 
22.078 13.203 
21.198 14.104 
21.546 13.897 
19.738 13.766 
21.746 13.418 
22.212 14.357 
20.945 12.521 
20.560 12.619 
21.178 11.477 
20.962 11.770 
22.663 11.310 
23.247 10.072 
19.043 12.555 
18.442 11.488 
18.437 13.707 
17.001 13.808 
16.486 15.226 
16.375 15.565 
15.341 15.441 
17.424 16.087 

17.040 16.267 
15.778 15.881 
16.803 13.494 
17.277 14.228 
16.122 12.388 
15.877 11.968 
16.475 10.578 
17.968 10.548 
18.589 8.875 
18.034 8.477 
14.401 12.002 
13.509 11.738 
14.159 12.334 
12.811 12.428 
12.350 13.895 
10.922 14.087 
10.606 15.539 



60.253 1.00 

59.380 1.00 

60.393 1.00 
59.976 1.00 
60.180 1.00 

59.392 1.00 
60.282 1.00 
61.328 1.00 
59.460 1.00 
58.182 1.00 
58.323 1.00 
57.002 1.00 
55.732 1.00 
54.759 1.00 
53.525 1.00 
52.500 1.00 

53.394 1.00 
51.348 1.00 
52.247 1.00 

51.224 1.00 
55.148 1.00 
54.859 1.00 
54.982 1.00 

54.466 1.00 

55.467 1.00 
56.742 1.00 
53.105 1.00 
52.877 1.00 
52.198 1.00 
50.874 1.00 
49.775 1.00 
50.002 1.00 
48.394 1.00 
50.649 1.00 
50.700 1.00 
50.422 1.00 
50.217 1.00 
51.118 1.00 
52.496 1.00 
50.954 1.00 
48.741 1.00 
48.128 1.00 
48.180 1.00 
46.785 1.00 
45.941 1.00 
44.475 1.00 
46.270 1.00 
45.722 1.00 
46.628 1.00 

46.790 1.00 
46.340 1.00 
46.117 1.00 

46.393 1.00 
47.845 1.00 
48.712 1.00 
48.577 1.00 
49.828 1.00 
49.936 1.00 
44.637 1.00 
43.755 1.00 
44.368 1.00 
42.998 1.00 

42.791 1.00 
43.055 1.00 

43.225 1.00 
44.892 1.00 
42.601 1.00 
43.415 1.00 
41.337 1.00 
40.804 1.00 
40.781 1.00 
40.292 1.00 
39.946 1.00 
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246 10.646 16.433 

246 10.457 17.872 

246 12.761 11.870 

246 13.439 12.358 

247 11.967 10.824 
247 11.808 10.238 
247 12.337 8.801 
247 11.815 7.897 
247 12.672 6.647 
247 12.420 5.841 
247 13.609 6.469 
247 10.338 10.298 

247 9.448 10.169 

248 10.083 10.513 
248 8.716 10.591 
248 8.506 11.895 
248 8.937 12.995 
248 7.046 12.096 
248 8.406 9.395 

248 9.168 9.077 

249 7.288 8.732 
249 6.877 7.580 
249 5.759 6.784 
249 4.575 7.587 
249 6.180 6.404 
249 6.353 8.040 

249 6.316 9.226 

250 5.956 7.078 
250 5.434 7.353 
250 5.444 6.074 
250 4.410 5.082 
250 5.157 6.431 
250 5.425 5.295 
250 4.005 7.884 

250 3.400 8.286 

251 3.477 7.875 
251 2.132 8.368 
251 1.425 7.469 
251 0.789 6.242 
251 0.223 5.420 
251 0.854 6.119 
251 2.164 9.804 

251 1.140 10.468 

252 3.350 10.273 
252 3.471 11.613 
252 3.566 11.662 

252 3.747 12.734 

253 3.440 10.516 
253 3.533 10.511 
253 3.020 9.200 
253 3.181 9.143 
253 2.814 7.803 
253 3.083 7.612 
253 2.256 6.945 
253 4.988 10.668 

253 5.890 10.286 

254 5.210 11.239 
254 6.568 11.426 
254 6.793 12.875 
254 6.621 13.842 
254 7.073 15.233 
254 6.665 15.737 
254 7.828 15.825 
254 6.926 10.539 

254 6.242 10.540 

255 8.008 9.779 
255 8.484 8.894 
255 8.895 7.543 
255 7.950 6.910 
255 8.538 5.614 
255 6.601 6.663 
255 9.710 9.551 
255 10.722 9.754 



41.173 1.00 36.15 B 

40.836 1.00 35.42 B 

39.382 1.00 31.58 B 

38.480 1.00 30.24 B 

39.196 1.00 31.71 B 
37.874 1.00 30.99 B 
37.855 1.00 32.21 B 
38.961 1.00 33.61 B 
39.115 1.00 35.27 B 
40.037 1.00 35.63 B 
38.307 1.00 35.39 B 
37.479 1.00 30.04 B 
38.317 1.00 29.68 B 

36.197 1.00 28.13 B 
35.720 1.00 26.83 B 
34.942 1.00 25.80 B 
35.750 1.00 24.67 B 
34.617 1.00 25.62 B 
34.822 1.00 26.77 B 
33.914 1.00 27.38 B 
35.092 1.00 26.76 B 
34.302 1.00 26.72 B 
35.011 1.00 26.45 B 
35.088 1.00 27.92 B 
36.423 1.00 25.26 B 
32.938 1.00 27.55 B 
32.638 1.00 27.26 B 
32.113 1.00 29.51 B 
30.774 1.00 30.16 B 
29.901 1.00 29.03 B 
30.421 1.00 27.86 B 
28.443 1.00 28.33 B 
27.476 1.00 26.91 B 
30.877 1.00 31.97 B 
29.891 1.00 31.50 B 
32.095 1.00 34.02 B 
32.359 1.00 36.26 B 
33.381 1.00 36.12 B 
32.750 1.00 36.40 B 
33.509 1.00 34.19 B 
31.504 1.00 36.03 B 
32.910 1.00 37.47 B 
32.990 1.00 38.11 B 
33.284 1.00 37.77 B 
33.822 1.00 37.41 B 
35.338 1.00 38.71 B 
35.912 1.00 38.78 B 
36.003 1.00 38.85 B 
37.459 1.00 39.67 B 
38.052 1.00 41.37 B 
39.573 1.00 43.75 B 

40.188 1.00 44.31 B 
41.398 1.00 44.42 B 
39.470 1.00 45.10 B 
37.883 1.00 39.49 B 
37.149 1.00 39.20 B 
39.064 1.00 39.27 B 
39.567 1.00 40.50 B 
39.978 1.00 41.13 B 
38.836 1.00 44.09 B 

39.189 1.00 45.25 B 
40.256 1.00 45.35 B 
38.391 1.00 46.38 B 
40.756 1.00 39.50 B 
41.769 1.00 40.75 B 
40.614 1.00 37.82 B 
41.676 1.00 36.11 B 
41.087 1.00 35.93 B 
40.062 1.00 35.67 B 
39.590 1.00 35.24 B 
40.668 1.00 35.26 B 
42.322 1.00 35.19 B 
41.644 1.00 35.09 B 
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256 9.612 9.888 

256 10.719 10.528 

256 10.237 11.748 

256 9.719 12.800 

256 9.165 11.322 

256 11.494 9.622 

256 10.928 8.958 

257 12.809 9.604 
257 13.676 8.790 
257 14.530 7.832 
257 13.742 6.776 
257 14.637 5.862 
257 15.316 6.632 
257 16.093 5.743 
257 14.627 9.701 

257 15.062 10.708 

258 14.928 9.357 
258 15.882 10.138 
258 15.226 10.866 
258 16.246 11.747 
258 14.080 11.734 
258 13.276 12.417 
258 16.891 9.136 

258 16.554 8.243 

259 18.123 9.256 
259 19.144 8.342 
259 20.205 9.094 

259 20.684 10.110 

260 20.565 8.606 
260 21.598 9.263 
260 21.034 9.800 
260 21.889 10.844 
260 21.173 11.288 
260 21.989 12.289 
260 21.311 12.687 
260 22.729 8.309 

260 22.531 7.185 

261 23.937 8.788 
261 25.107 7.996 
261 25.890 7.772 
261 27.276 7.138 
261 27.189 5.799 
261 27.847 6.973 
261 25.993 8.696 

261 26.424 9.819 

262 26.245 8.024 
262 27.142 8.548 
262 26.494 8.386 
262 25.111 8.980 
262 24.100 8.263 



262 25.050 10.307 

262 28.526 7.879 

262 28.640 6.653 

263 29.566 8.705 
263 30.938 8.225 
263 31.596 8.741 
263 30.735 8.279 
263 31.131 9.012 
263 30.853 6.748 
263 31.634 8.694 

263 32.017 9.853 

264 31.795 7.778 
264 32.406 8.079 
264 31.600 7.410 
264 32.081 7.848 
264 30.140 7.709 
264 33.863 7.677 

264 34.221 6.532 

265 34.685 8.652 
265 36.105 8.441 
265 36.978 9.564 
265 38.473 9.346 
265 38.801 8.748 



43.615 1.00 33.29 B 

44.350 1.00 31.53 B 

45.143 1.00 31.44 B 

44.188 1.00 30.73 B 
46.141 1.00 33.02 B 
45.319 1.00 29.50 B 

46.189 1.00 29.05 B 
45.148 1.00 27.07 B 
45.985 1.00 24.38 B 
45.134 1.00 21.73 B 
44.369 1.00 18.70 B 
43.566 1.00 13.96 B 
42.460 1.00 12.43 B 
41.576 1.00 10.28 B 
46.731 1.00 23.77 B 
46.215 1.00 24.31 B 

47.970 1.00 22.97 B 
48.741 1.00 20.65 B 
49.913 1.00 22.22 B 
50.591 1.00 22.81 B 
49.407 1.00 24.53 B 
50.518 1.00 24.98 B 
49.271 1.00 18.47 B 
50.049 1.00 16.24 B 
48.805 1.00 17.79 B 
49.262 1.00 18.70 B 
50.030 1.00 17.80 B 
49.555 1.00 18.70 B 
51.215 1.00 16.12 B 
52.011 1.00 15.58 B 
53.335 1.00 15.55 B 
54.046 1.00 14.21 B 
55.341 1.00 15.40 B 
56.170 1.00 13.76 B 
57.451 1.00 8.49 B 
52.335 1.00 13.87 B 
52.741 1.00 13.84 B 
52.141 1.00 13.07 B 
52.430 1.00 11.82 B 
51.130 1.00 10.77 B 
51.238 1.00 8.89 B 
51.975 1.00 7.84 B 

49.840 1.00 7.48 B 
53.465 1.00 11.44 B 
53.247 1.00 13.74 B 
54.586 1.00 10.57 B 
55.615 1.00 8.04 B 
56.985 1.00 5.60 B 
57.011 1.00 8.99 B 

56.971 1.00 9.21 B 
57.024 1.00 7.62 B 
55.554 1.00 6.87 B 
55.523 1.00 7.74 B 
55.487 1.00 5.79 B 
55.438 1.00 5.65 B 
54.165 1.00 4.90 B 
52.998 1.00 6.08 B 
51.752 1.00 5.33 B 
52.877 1.00 6.04 B 
56.710 1.00 6.26 B 
56.842 1.00 8.01 B 
57.653 1.00 6.21 B 
58.943 1.00 6.25 B 
60.037 1.00 7.30 B 
61.406 1.00 6.21 B 
59.802 1.00 9.51 B 
59.150 1.00 7.28 B 
58.978 1.00 7.31 B 
59.533 1.00 9.79 B 

59.841 1.00 11.34 B 
59.262 1.00 12.62 B 
59.520 1.00 16.17 B 
60.562 1.00 17.08 B 
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9.783 58.694 1.00 16.43 B 

8.527 61.374 1.00 11.75 B 

9.601 61.928 1.00 11.74 B 

7.389 62.051 1.00 12.21 B 

7.367 63.519 1.00 13.54 B 

5.986 64.068 1.00 13.06 B 

5.426 63.711 1.00 14.69 B 

3.979 64.232 1.00 13.37 B 

6.350 64.285 1.00 14.29 B 

7.763 64.193 1.00 14.66 B 

7.776 63.580 1.00 16.77 B 

8.097 65.474 1.00 15.57 B 

8.494 66.237 1.00 15.49 B 

9.063 67.584 1.00 15.66 B 

7.256 66.427 1.00 16.90 B 

6.166 66.492 1.00 17.09 B 

7.432 66.535 1.00 18.45 B 

6.286 66.684 1.00 19.06 B 

5.375 67.779 1.00 20.29 B 

5.846 68.778 1.00 22.63 B 

4.070 67.608 1.00 21.30 B 

3.127 68.611 1.00 21.55 B 

1.869 67.940 1.00 19.85 B 

1.230 67.206 1.00 19.77 B 

2.703 69.666 1.00 23.07 B 

1.832 70.461 1.00 23.77 B 

3.336 69.682 1.00 24.72 B 

2.997 70.666 1-00 26.45 B 

3.538 70.212 1.00 26.88 B 

5.074 70.179 1.00 26.65 B 

5.716 68.938 1.00 25.63 B 

6.966 68.848 1.00 25.90 B 

4.966 68.063 1.00 25.37 B 

3.501 72.096 1.00 28.21 B 

4.646 72.317 1.00 27.82 B 

2.619 73.066 1.00 31.11 B 
2.932 74.483 1.00 33.53 B 

3.620 74.720 1.00 35.28 B 
2.755 74.319 1.00 37.15 B 
3.159 74.481 1.00 37.89 B 
1.569 73.789 1.00 38.13 B 
1.669 75.326 1.00 34.61 B 
0.561 74.789 1.00 35.03 B 

11.898 79.742 1.00 41.72 B 

12.291 78.737 1.00 42.10 B 

13.166 77.666 1.00 43.36 B 

14.334 78.263 1.00 44.01 B 

14.144 78.990 1.00 44.40 B 

15.548 77.967 1.00 44.56 B 

11.054 78.083 1.00 41.01 B 

10.130 77.661 1.00 42.34 B 

11.039 77.994 1.00 37.53 B 

9.905 77.397 1.00 33.20 B 

9.256 78.433 1.00 33.55 B 

8.681 79.575 1.00 32.67 B 

10.308 78.967 1.00 33.79 B 

9.764 79.828 1.00 33.58 B 

10.255 76-147 1.00 29.09 B 

11.410 75.946 1.00 28.30 B 

9.258 75.303 1.00 23.27 B 

9.492 74.116 1.00 19.88 B 

8.993 72.871 1.00 18.84 B 

9.622 71.601 1.00 19.35 B 

10.094 70.786 1.00 21.16 B 

9.612 71.415 1.00 18.98 B 

8.805 74.326 1.00 18.28 B 

7.609 74.013 1.00 16.89 B 

9.579 74.884 1.00 16.97 B 

9.115 75.178 1.00 14.08 B 

10.277 75.738 1.00 15.20 B 

9.905 76.161 1.00 16.32 B 

8.855 77.266 1.00 16.30 B 

8.273 77.512 1.00 16.57 B 
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290 31.401 8.621 

290 31.856 8.520 

290 31.207 7.500 

291 31.971 9.174 
291 31.333 8.627 
291 31.404 9.609 
291 30.393 10.586 
291 31.950 7.299 

291 31.241 6.375 

292 33.270 7.205 
292 33.965 5.984 
292 35.485 6.237 
292 36.263 5.054 
292 35.817 4.822 
292 37.750 5.328 
292 33.574 4.877 

292 33.287 3.724 

293 33.547 5.232 
293 33.210 4.295 
293 33.313 5.005 
293 34.410 4.587 
293 35.605 3.981 
293 34.798 5.808 
293 31.802 3.747 

293 31.563 2.550 

294 30.874 4.646 
294 29.481 4.283 
294 28.623 5.535 
294 28.889 6.251 
294 27.142 5.206 
294 29.237 3.461 

294 28.357 2.602 

295 30.016 3.706 
295 29.896 2.918 
295 30.931 3.313 
295 30.897 2.510 
295 29.555 2.668 
295 31.969 2.993 
295 30.228 1.473 

295 29.615 0.555 

296 31.214 1.290 
296 31.611 -0.047 
296 30.551 -0.728 

296 30.275 -1.924 

297 29.954 0.037 
297 28.928 -0.486 
297 28.692 0.466 
297 29.818 0.493 
297 29.767 1.736 
297 30.969 1.856 
297 31.409 2.993 
297 30.743 4.119 
297 32.504 3.003 
297 27.622 -0.708 

297 26.798 -1.514 

298 27.426 0.014 
298 26.216 -0.134 
298 26.048 1.031 
298 25.021 0.679 
298 25.605 2.257 
298 26.281 -1.426 

298 25.305 -2.173 

299 27.441 -1.691 
299 27.645 -2.910 
299 29.019 -2.868 
299 29.368 -4.245 
299 28.983 -1.791 
299 30.314 -1.589 
299 27.551 -4.142 

299 27.027 -5.191 

300 28.043 -4.017 
300 27.978 -5.136 
300 28.770 -4.841 



77.934 1.00 17.40 B 

73.959 1.00 12.46 B 

74.055 1.00 12.26 B 

72.814 1.00 11.04 B 

71.629 1.00 11.96 B 

70.466 1.00 11.35 B 

70.582 1.00 12.37 B 

71.201 1.00 11.18 B 

70.783 1.00 11.32 B 

71.294 1.00 11.69 B 

70.919 1.00 11.36 B 

70.902 1.00 9.67 B 

70.334 1.00 10.97 B 

68.911 1.00 10.21 B 

70.387 1.00 13.35 B 

71.914 1.00 11.82 B 

71.527 1.00 11.11 B 

73.194 1.00 8.02 B 

74.246 1.00 7.35 B 

75.596 1.00 5.38 B 

76.570 1.00 6.04 B 

75.841 1.00 3.22 B 

77.389 1.00 3.25 B 

74.071 1.00 7.33 B 

74.222 1.00 9.04 B 

73.775 1.00 8.36 B 

73.604 1.00 6.48 B 

73.600 1.00 5.81 B 

74.804 1.00 6.32 B 

73.570 1.00 4.45 B 

72.364 1.00 7.94 B 

72.368 1.00 9.76 B 

71.310 1.00 6.67 B 

70.074 1.00 6.68 B 

69.016 1.00 6.59 B 

67.708 1.00 5.44 B 

67.036 1.00 4.15 B 

66.786 1.00 5.26 B 

70.403 1.00 8.24 B 

69.887 l.OO 9.80 B 

71.276 1.00 9.60 B 

71.669 1.00 10.99 B 

72.518 1.00 12.56 B 

72.350 1.00 12.84 B 

73.426 1.00 12.22 B 

74.307 1.00 12.41 B 

75.478 1.00 11.73 B 

76.498 1.00 10.69 B 

77.378 1.00 11.84 B 

78.205 1.00 10.74 B 

78.734 1.00 10.49 B 

78.517 1.00 11.64 B 

79.486 1.00 9.73 B 

73.569 1.00 13.86 B 

74.009 1.00 13.06 B 

72.464 1.00 14.33 B 

71.659 1.00 16.21 B 

70.696 1.00 16.05 B 

69.639 1.00 17.88 B 

71.458 1.00 18.13 - B 

70.853 1.00 17.16 B 

70.774 1.00 18.74 B 

70.262 1.00 18.24 B 

69.486 1.00 18.96 B 

68.770 1.00 19.68 B 

68.184 1.00 17.64 B 

67.674 1.00 19.70 B 

66.977 1.00 22.74 B 

70.400 1.00 19.56 B 

70.012 1.00 19.03 B 

71.624 1.00 19.86 B 

72.551 1.00 20.92 B 

73.824 1.00 20.58 B 
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-4.893 73.533 1.00 21.97 B 

-5.845 74.903 1.00 21.65 B 

-5.450 72.915 1.00 21.71 B 

-6.601 72.984 1.00 22.71 B 

-4.413 73.139 1.00 23.13 B 

-4.624 73.494 1.00 23.01 B 

-3.327 73.904 1.00 22.73 B 

-5.225 72.323 1.00 23.48 B 

-5.982 72.509 1.00 23.63 B 

-4.872 71.111 1.00 23.21 B 

-5.392 69.911 1.00 24.59 B 

-4.526 68.695 1.00 23.93 B 

-3.511 68.059 1.00 22.99 B 

-2.952 69.058 1.00 20.71 B 

-2.394 67.440 1.00 21.49 B 

-6.861 69.656 1.00 25.70 B 

-7.695 69.406 1.00 24.83 B 

-7.170 69.731 1.00 27.74 B 

-8.521 69.505 1.00 29.35 B 

-8.549 69.593 1.00 29.55 B 

-9.975 69.439 1.00 30.49 B 

-7.641 68.524 1.00 30.24 B 

-9.528 70.510 1.00 31.00 B 

-10.631 70.160 1.00 30.43 B 

-9.123 71.770 1.00 33.86 B 

-9.986 72.838 1.00 36.40 B 

-9.594 74.143 1.00 37.33 B 

-9.690 74.076 1.00 39.18 B 

-9.437 75.422 1.00 41.19 B 

-9.473 75.490 1.00 42.27 B 

-9.202 76.413 1.00 42.10 B 

-9.924 72.985 1.00 38.11 B 

-10.552 73.871 1.00 37.60 B 

-9.155 .72.098 1.00 41.03 B 

-8.996 72.068 1.00 43.26 B 

-10.302 71.592 1.00 44.67 B 

-10.629 70.151 1.00 46.86 B 

-12.025 69.716 1.00 49.68 B 

-12.350 68.373 1.00 50.79 B 

-11.753 67.258 1.00 50.97 B 

-10.797 67.309 1.00 51.47 B 

-12.097 66.089 1.00 51.54 B 

-8.514 73.367 1.00 43.49 B 

-8.909 73.718 1.00 44.11 B 

-7.648 74.077 1.00 44.17 B 

-7.078 75.319 1.00 43.76 B 

-6.267 76.040 1.00 43.72 B 

-7.131 76.399 1.00 43.84 B 

-5.602 77.288 1.00 43.30 B 

-6.139 74.912 1.00 44.17 B 

-5.459 73.891 1.00 45.09 B 

-6.098 75.700 1.00 43-54 B 

-6.973 76.846 1.00 43.66 B 

-5.232 75.390 1.00 42.75 B 

-5.554 76.518 1.00 43.35 B 

-7.001 76.834 1.00 44.16 B 

-3.741 75.269 1.00 41.65 B 

-3.049 74.384 1.00 41.15 B 

-3.247 76.166 1.00 39.72 B 

-1.839 76.164 1.00 37.51 B 

-1.336 77.587 1.00 39.81 B 

0.097 77.677 1.00 42.26 B 

0.664 78.127 1.00 43.26 B 

1.131 77.247 1.00 43.54 B 

2.278 77.428 1.00 44.49 B 

2.024 77.959 1.00 44.29 B 

-1.559 75.446 1.00 35.63 B 

-2.160 75.745 1.00 36.69 B 

-0.627 74.501 1.00 32.04 B 

-0.237 73.731 1.00 27.44 B 

-0.415 72.218 1.00 27.23 B 

-0.111 71.426 1.00 27.83 B 

-1.823 71.946 1.00 25.00 B 
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74.059 1.00 26.45 B 
73.724 1.00 26.41 B 
74.715 1.00 25.12 B 
75.062 1.00 23.57 B 
75.107 1.00 22.73 B 
76.007 1.00 23.56 B 
75.354 1.00 23.96 B 
73.999 1.00 22.22 B 
74.073 l.OO 21.14 B 
72.995 1.00 21.70 B 
71.899 1.00 22.33 B 
70.970 1.00 22.30 B 
70.154 1.00 24.68 B 
69.177 1.00 25.08 B 
.68.411 1.00 25.18 B 
70.347 1.00 24.09 B 
69.590 1.00 24.09 B 
68.623 1.00 24.98 B 
67.893 1.00 24.66 B 
72.338 1.00 21.98 B 
71.741 1.00 23.57 B 
73.384 1.00 20.49 B 
73.861 1.00 19.38 B 
74.640 1.00 21.56 B 
73.951 1.00 24.98 B 
74.534 1.00 27.94 B 
74.175 1.00 31.63 B 
74.688 1.00 34.10 B 
75.590 1.00 37.15 B 
74.304 1.00 33.60 B 
74.779 1.00 17.27 B 

75.235 1.00 16.64 B 
75.054 1.00 14.25 B 
75.935 1.00 11.55 B 
76.590 1.00 11.14 B 
77.618 1.00 11.41 B 
78.379 1.00 12.57 B 
78.834 1.00 11.41 B 
78.569 1.00 14.80 B 
75.271 1.00 10.23 B 
75.891 1.00 10.15 B 
74.017 1.00 10.36 B 
73.263 1.00 9.41 B 
72.732 1.00 10.81 B 
71.544 1.00 9.64 B 
72.031 1.00 10.05 B 
71.583 1.00 9.18 B 
71.501 1.00 10.81 B 
70.320 1.00 9.07 B 
70.063 1.00 9.50 B 

71.236 1.00 9.25 B 
71.686 1.00 10.89 B 
72.620 1.00 13.02 B 
71.937 1.00 14.10 B 
69.077 1.00 8.68 B 
68.282 1.00 10.14 B 
68.931 1.00 8.28 b 
67.763 1.00 7.48 B 
67.867 1.00 6.90 B 
66.713 1.00 8.06 B 
65.484 1.00 10.24 B 
67.129 1.00 8.22 B 
67.590 1.00 9.38 B 
66.523 1.00 9.82 B 
68.642 1.00 9.80 B 
68.534 1.00 10.18 B 
69.674 1.00 10.15 B 
70.909 1.00 10.81 B 
69.661 1.00 9.59 B 
68.484 1.00 10.03 B 
68.146 1.00 11.71 B 
68.867 1.00 9.69 B 
68.785 1.00 9.04 B 
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1.00 13.23 
1.00 19.08 
1.00 22.73 
1.00 26.31 
1.00 27.29 
1.00 28.67 



1.00 25.94 
1.00 8.51 
1.00 10.84 
1.00 5.66 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
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5.05 
5.19 
6.51 
5.47 
2.71 
3.03 
1.95 
4.41 
5.60 
2.81 
2.57 
2.20 
1.00 
7.52 
7.94 
1.00 10.60 
1.00 16.44 
1.00 18.94 
1.00 22.43 
1.00 25.16 
1.00 26.09 
1.00 26.05 
1.00 16.64 
1.00 16.23 
1.00 17.01 
1.00 19.03 
1.00 20.75 
1.00 22.50 
1.00 24.17 
1.00 21.00 
1.00 20.46 
1.00 23.04 
1.00 20.16 
1.00 18.88 
1.00 17.96 
1.00 18.62 
1.00 18.52 
1.00 19.83 
1.00 16.09 
1.00 16.61 
1.00 15.87 
1-00 14.59 
1.00 13.37 
1.00 11.67 
1.00 17.48 
1.00 16.83 
1.00 17.97 
1.00 18.49 
1.00 19.29 
1.00 19.24 
1.00 19.01 
1.00 18.79 
1.00 19.04 
1.00 18.81 
1.00 19.26 
1.00 20.71 
l.OO 22.28 
1.00 25.87 
1.00 28.38 
1.00 33.27 
1.00 36.86 
1.00 38.23 
1.00 38.97 
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1 00 1 O P.7 
l.UU 17.0/ 


B 


ATOM 


5108 


CB 


GLU 


351 


39.144 


-8 .846 


69 . 003 


1 OO 91 P.4 
1 . UU Zl • 04 


Jt> 


ATOM 


5109 


CG 


GLU 


351 


38.494 


—9 . 791 


69 . 965 


1 nn oc ao 

1 . UU ZO . 4Z 


B 


ATOM 


5110 


CD 


GLU 


351 


38 .420 


-11 .196 


69 . 403 


1 00 "*0 91 
1 . uu JU . Zl 


r> 


ATOM 


5111 


OE1 


GLU 


351 


39 . 481 


—11 . 771 


CO AC1 
OJ • U31 


1 nn oo c.o 

1 - UU Z7 . 33 


B 


ATOM 


5112 


OE2 


GLU 


351 


37 .289 


-11 .724 


Co 70Q 

OJ » J VJ9 


1 nn 19 00 

1 . UU 3Z • 09 


B 


ATOM 


5113 


c 


GLU 


351 


37 . 217 


-8 . 024 


C7 C4C 
O / • 040 


1 nn 1 q ip 

1 . UU 17 • lO 


B 


ATOM 


5114 


o 


GLU 


351 


36 . 126 


-ft R£Q 


#17 714 
O / . / 14 


1 nn 1 0 co 
1 . uu xy . 3 / 


B 


ATOM 


5115 


N 


TYR 


352 


37 . 368 


-6 . 703 


c.7 cft-j 

O / . OU J 


1 nn 1 a qo 
x . uu Xo . a / 


B 


ATOM 


5116 


CA 


TYR 


352 


36 . 258 


-5 . 756 


67 . 646 


1 nn to on 
1 . uu 1/ <JU 


B 


ATOM 


5117 


CB 


TYR 


352 


36 . 816 


-4 . 348 


67 . 891 


1 nn 14 9^ 

1 • UU 14 .ZD 


B 


ATOM 


5118 


CG 


TYR 


352 


35 . 794 


-3 . 239 


CD A*3Q 
OO • U J j 


1 nn 1 1 00 
x . UU XX . /z 


B 


ATOM 


5119 


CDl 


TYR 


352 


35 . 105 


—2 . 729 


CC QO 1 

OD • 1733 


1 nn 11 oc 

X • UU XX .ZD 


B 


ATOM 


5120 


CE1 


TYR 


352 


34 . 220 


-1 . 649 


CO nC7 
Of. uo / 


1 nn 11 10 
X • UU XX . x / 


B 


ATOM 


5121 


CD2 


TYR 


352 


35 . 570 


— Z . D34 


cq O DO 


1 nn in 1 c 
X . UU xu . XD 


B 


ATOM 


5122 


CB2 


TYR 


352 


34 . 699 


— 1 RflA 
—1 . jo4 


Oy . 433 


1 nn 0 00 
X . UU li.il 


B 


ATOM 


5123 


CZ 


TYR 


352 


34 . 024 


—i n7fi 
— i « u / o 


f O TOO 
DO. 


1 nn 1 i co 
X . UU XX . oz 


B 


ATOM 


5124 


OH 


TYR 


352 


33 . 175 


n mn 

U . U1U 


CO Q 
DO . 443 


t nn 1 a 00 
X . UU 19 • zz 


B 


ATOM 


5125 


c 


TYR 


352 


35 . 442 


_ rr Q1 A 
— 3 . D14 


cc «j C9 
OD. J OZ 


1 nn 1 0 on 
X • UU Xo . oU 


B 


ATOM 


5126 


o 


TYR 


352 


34 .217 


—3 • OjZ 


CC A07 
OO . 4U f 


1 nn 1 0 oo! 
x • uu xy . y j 


B 


ATOM 


5127 


N 


ALA 


353 


JO . 113 


*i R97 
— 3 . OZZ 


CC *31 C 
OD. ZIO 


1 nn id 00 
l.UU Xo.33 


B 


ATOM 


5128 


CA 


ALA 


353 


oc 4n& 

JJ . 4UO 


— 3 « 0?1 


OJ . 931 


1 nn 1 "7 "si 
1 . UU l/.jl 


B 


ATOM 


5129 


CB 


ALA 


353 


Ifi IRQ 
jd. 339 


—3 • 070 


DZ . OZ1 


1 nn 1 c 0 0 
X . UU 10.39 


B 


ATOM 


5130 


c 


ALA 


353 


14 C©n 
J*± . oou 


-7 931 
— / . ZZ1 


CI 7QC 
03 . /OD 


1 nn 10 0 c 
X . UU Xo .3D 


B 


ATOM 


5131 


o 


ALA 


353 


33 . 542 


-7 74Q, 

** / • <£fi 9 


co oce 
03 . 303 


1 nn 1 q in 
X ■ UU Xo . XU 


B 


ATOM 


5132 


N 


HIS 


354 


J 3 . J 34 


_o oi q 

O .317 


CA 11Q 

04 . xiy 


1 nn 10 00 
x . uu xy .39 


B 


ATOM 


5133 


CA 


HIS 


354 


34 . 779 


— 9 . OD1 


DJ . 9^74 


1 nn on 0/1 
X . UU zU .34 


B 


ATOM 


5134 


CB 


HIS 


354 


35 . 761 


-10 . 712 


C4 ROQ 
04 • 3 


i nn 00 oc 
1 k uu zz . / 3 


a 


ATOM 


5135 


CG 


HIS 


354 


35 - 302 


—12 . 121 


C4 9Q4 
04 • Z2?4 


1 nn oc oa 

X . UU Z3 . 34 


B 


ATOM 


5136 


CD2 


HIS 


354 


34 .797 


-13 . 031 


ce i cc 
D3 • 13D 


1 nn ok co 
1 • UU ZD - 3 / 


B 


ATOM 


5137 


ND1 


HIS 


354 


3s!311 


-12.725 


63.053 


1.00 25.77 


B 


ATOM 


5138 


CE1 


HIS 


354 


34.831 


-13.948 


63.164 


1.00 26.03 


B 


ATOM 


5139 


NE2 


HIS 


354 


34.511 


-14.162 


64.427 


1.00 26.67 


B 


ATOM 


5140 


C 


HIS 


354 


33.486 


-9.811 


64.796 


1.00 20.23 


B 


ATOM 


5141 


O 


HIS 


354 


32.512 


-10.417 


64.352 


1.00 18.53 


B 


ATOM 


5142 


N 


ARG 


355 


33.505 


-9.255 


65.995 


1.00 20.24 


B 


ATOM 


5143 


CA 


ARG 


355 


32.370 


-9.285 


66.891 


1.00 20.90 


B 


ATOM 


5144 


CB 


ARG 


355 


32-823 


-8.721 


68.239 


1.00 20.70 


B 


ATOM 


5145 


CG 


ARG 


355 


31.789 


-8.672 


69.339 


1.00 21.77 


B 


ATOM 


5146 


CD 


ARG 


355 


32.433 


-8.121 


70.598 


1.00 22.76 


B 


ATOM 


5147 


NE 


ARG 


355 


31.461 


-7.943 


71.673 


1.00 27.66 


B 


ATOM 


5148 


CZ 


ARG 


355 


30.820 


-8.942 


72.281 


1.00 31.26 


B 


ATOM 


5149 


NH1 


ARG 


355 


31.042 


-10.206 


71.921 


1.00 31.17 


B 


ATOM 


5150 


NH2 


ARG 


355 


29.965 


-8.679 


73.262 


1.00 31.12 


B 


ATOM 


5151 


C 


ARG 


355 


31.177 


-8.513 


66.305 


1.00 21.80 


B 


ATOM 


5152 


o 


ARG 


355 


30.040 


-8.932 


66.453 


1.00 23.53 


B 


ATOM 


5153 


N 


ALA 


356 


31.442 


-7.394 


65.634 


1.00 21.31 


B 
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ATOM 


5154 


CA 


ALA 


356 


•in "*OC. 


ATOM 


5155 


CB 


ALA 


356 


"*n oo/i 


ATOM 


5155 




ALA 


356 


zy . oio 


ATOM 


5157 


o 


ALA 


356 


on co i 

ZO .. JJl 


ATOM 


5158 


N 


LYS 


JD t 




ATOM 


5159 


CA 


LYS 


■JET 

Ja i 


oo con 


ATOM 


5160 


CB 


LYS 


JD 1 




ATOM 


5161 


CG 


LYS 


J D / 


1 1 *7C*T 

JX . / o7 


ATOM 


5162 


CD 


LYS 


"3. CO 
Jj/ 


JX . o9 / 


ATOM 


5163 


CE 


LYS 


JO / 


J 1 - QOU 


ATOM 


5164 


NZ 


LYS 


jD # 


1 O c^ a 
JZ . O4o 


ATOM 


5165 


Q 


r.vc 

i-J X O 


JD / 


Zo . 198 


ATOM 


5166 


Q 


LYS 


ICO 


OO QIC 

^ / . jib 


ATOM 


5167 


N 


JV CM 


ICQ 


28 . 016 


ATOM 


5168 


CA 


21 CM 


J-)D 


26 . 730 


ATOM 


5169 


CB 




OC Q 
JDO 


Zo . 914 


ATOM 


5170 


CG 


ASN 


"ICO 


OO Deo 
Z / . ODZ 


ATOM 


5171 


OD1 


ASM 


358 


«o . ZU J 


ATOM 


5172 


ND2 


1 ASN 


358 


Oft OCO 
ZO . 4SO / 


ATOM 


5173 




ASN 




ZD . oUb 


ATOM 


5174 


o 


ASN 


358 


OA Ann 

Z4 . -iO / 


ATOM 


5175 


N 


ILE 


359 


OH DO") 

<&3 ■ oy Z 


ATOM 


5176 


CA 


XLE 




za . ODD 


ATOM 


5177 


CB 


ILE 


359 


oc /ice 


ATOM 


5178 


CG2 


XLE 


359 


OA 1fi"7 
z«* . J o / 


ATOM 


5179 


CGI 


ILE 


359 


oc tic 


ATOM 


5180 


CD1 


ILE 


J J? 


■37 n CO 

z / . xoy 


ATOM 


5181 


c 


ILE 


359 


oi oni 

Z J . if U J 


ATOM 


5182 


o 


ILE 


359 


0.1 IOC 

Zfi . JZO 


ATOM 


5183 


N 


LEU 


360 


OO (sf\*\ 
ZZ • OUD 


ATOM 


5184 


CA 


LEU 


360 


01 CQO 
fiif D27 / 


ATOM 


5185 


CB 


LEU 


360 


on Kin 

Z U . O J u 


ATOM 


5186 


CG 


LEU 


360 


1 Q AOO 


ATOM 


5187 


CD1 


LEU 


360 


on mi 

ZU . U / J 


ATOM 


5188 


CD2 


LEU 


360 


1 ft fiOfi 


ATOM 


5189 


c 


LEU 


360 


on onn 

ZU - OU u 


ATOM 


5190 


o 


LEU 


360 


on oqc 

ZU p zoo 


ATOM 


5191 


N 


ASN 


361 


On oi n 

ZU . f XU 


ATOM 


5192 


CA 


ASN 


JO X 




ATOM 


5193 


CB 


ASN 




on occ 

ZU . ODD 


ATOM 


5194 


CG 


ASN 


J OX 


oo ncn 
zz . UD u 


ATOM 


5195 


OD1 


ASN 


361 


OO OQl 

zz . ay j 


ATOM 


5196 


ND2 


ASN 


361 


00 1 1 Q 

zz . xx y 


ATOM 


5197 


Q 


ASN 


JOl 


i q o^ n 


ATOM 


5198 


o 


ASN 


J OX 


1 a can 
x a . o j u 


ATOM 


5199 


N 


LYS 


362 


1 *7 ftl ft 
X / ■ O J o 


ATOM 


5200 


CA 


LYS 


J OZ 


1 C CT) 
XO - D / Z 


ATOM 


5201 


CB 


LYS 


362 


1 C Q1 1 
XO * Oil 


ATOM 


5202 


CG 


LYS 


362 


1 O OQ*3 
X / . ZOJ 


ATOM 


5203 


CD 


LYS 


362 


1 O no 

X / . JXZ 


ATOM 


5204 


CE 


LYS 


362 


ij • yxD 


ATOM 


5205 


NZ 


LYS 


362 


1 C OAQ 
XD . Z*± o 


ATOM 


5206 




LYS 


362 


1 5 fit: A 
XD • OD*± 


ATOM 


5207 


o 


LYS 


362 


XD . J *4l 


ATOM 


5208 


OXT 


LYS 


362 


1 O/l ^ 
X D . Ztt4 


ATOM 


5209 


MG 


MG 


2602 


•4 J . 44 / 


ATOM 


5238 


PB 


ADP 


2600 


44 .598 


ATOM 


5239 


OlB 


ADP 


2600 


45.185 


ATOM 


5240 


02B 


ADP 


2600 


44.098 


ATOM 


5241 


03B 


ADP 


2600 


43.494 


ATOM 


5242 


PA 


ADP 


2600 


45.933 


ATOM 


5243 


OlA 


ADP 


2600 


44.910 


ATOM 


5244 


02A 


ADP 


2600 


45.886 


ATOM 


5245 


03A 


ADP 


2600 


45.669 


ATOM 


5246 


OS* 


ADP 


2600 


47.412 


ATOM 


5247 


C5* 


ADP 


2600 


48.489 


ATOM 


5248 


C4* 


ADP 


2600 


49.691 


ATOM 


5249 


04* 


ADP 


2600 


49.780 


ATOM 


5250 


C3* 


ADP 


2600 


49.504 


ATOM 


5251 


03* 


ADP 


2600 


50.670 


ATOM 


5252 


C2* 


ADP 


2600 


49.154 


ATOM 


5253 


02* 


ADP 


2600 


49.698 


ATOM 


5254 


CI* 


ADP 


2600 


49.652 



-6.586 65.049 1.00 20.41 B 
-5.282 64.583 1.00 20.58 B 
-7.256 63.902 1.00 20.99 B 
-6.796 63.543 1.00 19.69 B 
-8.328 63.340 1.00 22.58 B 

-9.081 62.225 1.00 22.82 B 

-10.371 61.911 1.00 23.14 B 

-10.194 61.443 1.00 25.46 B 

-10.597 59.983 1.00 27.85 B 

-12.104 59.763 1.00 27.26 B 

-12.966 60.485 1.00 27.32 B 

-9.551 62.594 1.00 23.74 B 

-9.635 61.755 1.00 22.43 B 

-9.845 63.876 1.00 25.58 B 

-10.306 64.388 1.00 28.23 B 

-10.928 65.766 1.00 28.39 B 

-12.105 65.742 1.00 29.97 B 

-12.649 66.778 1.00 31.69 B 

-12.506 64.551 1.00 29.57 B 

-9.270 64.476 1.00 30.00 B 

-9.619 64.845 1.00 30.93 B 

-8.011 64.152 1.00 31.11 B 

-6.986 64.176 1.00 32.09 B 

-5.604 64.142 1.00 31.91 B 

-4.569 64.136 1.00 30.39 B 

-5.433 65.361 1.00 32.12 B 

-4.134 65.382 1.00 34.29 B 

-7.152 62.984 1.00 33.89 B 

-7.355 61.843 1.00 32.83 B 

-7.080 63.256 1.00 36.27 B 

-7.249 62.211 1.00 39.23 B 

-8.381 62.583 1.00 42.29 B 

-8.742 61.609 1.00 44.94 B 

-9.122 60.240 1.00 44.70 B 

-9.901 62.188 1.00 45.24 B 

-5.970 62.028 1.00 39.70 B 

-5.429 62.994 1.00 39.55 B 

-5.509 60.777 1.00 40.33 B 

-4.286 60.413 1.00 39.80 B 

-3.358 59.573 1.00 40.62 B 

-2.798 60.350 1.00 41.69 B 

-2.087 59.792 1.00 41.21 B 

-3.109 61.633 1.00 41.78 B 

-4.575 59.575 1.00 40.40 B 

-5.637 58.974 1.00 41.33 B 

-3.604 59.535 1.00 40.64 B 

-3.687 58.795 1.00 40.39 B 

-3.781 57.283 1.00 38.42 B 

-2.481 56.664 1.00 37.04 B 

-2.553 55.151 1.00 35.58 B 

-2.479 54.570 1.00 35.06 B 

-1.182 54.828 1.00 33.80 B 

-4.833 59.222 1.00 40.02 B 

-5.705 58.378 1.00 41.01 B 

-4.848 60.404 1.00 38.46 B 
10.556 59.883 1.00 1.46 

7.110 60.307 1.00 12.39 ADP 

7.724 61.540 1.00 6.06 ADP 

5.627 60.595 1.00 9.47 ADP 

7.932 59.799 1.00 9.32 ADP 

7.683 57.885 1.00 15.76 ADP 

7.319 56.926 1.00 19.46 ADP 

9.129 58.130 1.00 18.59 ADP 

6.908 59.185 1.00 14.04 ADP 

7.404 57.328 1.00 19.34 ADP 

6.585 57.824 1.00 22.53 ADP 

6.801 56.820 1.00 24.49 ADP 

5.604 56.098 1.00 26.34 ADP 

7.928 55.757 1.00 24.13 ADP 

8.755 55.611 1.00 26.52 ADP 

7.243 54.456 1.00 25.11 ADP 

7.905 53.303 1.00 27.28 ADP 

5.829 54.676 1.00 26.94 ADP 
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ATOM 


5255 


N9 


ADP 




A Q TJC 


ATOM 


5256 


C8 


ADP 




A "7 T CO 


ATOM 


5257 


N7 


ADP 


2600 


fl f . XDU 


ATOM 


5258 


C5 


ADP 




47 . 690 


ATOM 


5259 


C6 


ADP 


Ofinn 


47 .466 


ATOM 


5260 


N6 


ADP 




AC /IOC 

46.495 


ATOM 


5261 


Ml 

IN A. 


t\Lfir 




48.250 


ATOM 


5262 


C2 


Ann 


<oDUU 


49 . 252 


ATOM 


5263 


N3 






49.466 


ATOM 


5264 


nil 






48 .711 


ATOM 


5291 




VT_OIV 


X 


42 . 197 


ATOM 


5292 


P9 


4 Aft 


X 


41 . 920 


ATOM 




p-j 




1 


41 . 044 


ATOM 




rM 


/I OA 


X 


40 . 929 


ATOM 




pC 




1 


41 . 663 


ATOM 




r«fi 

D 


A~0& 
ft ~ Z/\ 


JL 


42 .514 


ATOM 


5297 


r>n 
\- t 




X 


42 . 617 


ATOM 


5298 


012 




1 




ATOM 


5299 


C14 


4-2A 






ATOM 


5300 


C15 


4-2A 


1 


40 . 461 


ATOM 


5301 


C16 


4-2A 


1 


41.'255 


ATOM 


5302 


C17 


4-2A 


1 


42.265 


ATOM 


5303 


N18 


4 -2 A 


1 


42.979 


ATOM 


5304 


C22 


4-2A 


1 


43.422 


ATOM 


5305 


N23 


4-2A 


1 


44.551 


ATOM 


5306 


C24 


4 -2 A 


1 


44.289 


ATOM 


5307 


N26 


4-2A 


1 


40.109 


ATOM 


5308 


C27 


4-2A 


1 


38.991 


ATOM 


5309 


C28 


4-2A 


1 


39.211 


ATOM 


5310 


C29 


4-2A 


1 


37.745 


ATOM 


5311 


C30 


4-2A 


1 


36.783 


ATOM 


5312 


C31 


4-2A 


1 


37.035 


ATOM 


5313 


C32 


4 -2 A 


1 


38.217 


ATOM 


5314 


037 


4-2A 


1 


43.236 


ATOM 


5315 


038 


4-2A 


1 


45.096 


ATOM 


5316 


C39 


4-2A 


1 


45.831 



END 

TABLES 



4.765 54.191 1.00 27.64 ADP 

4.193 54.941 1.00 26.96 ADP 

3.292 54.228 1.00 29.21 ADP 

3.269 53.027 1.00 29.55 ADP 

2.525 51.857 1.00 29.68 ADP 

1.606 51.861 1.00 29.43 ADP 

2.751 50.704 1.00 30.06 ADP 

3.696 50.678 1-.00 29.27 ADP 

4.411 51.827 1.00 29.94 ADP 

4.230 52.991 1.00 28.23 ADP 

14.937 49.097 1.00 25.59 4-2A 

14.433 47.714 1.00 25.74 4-2A 

15.120 46.829 1.00 26.03 4-2A 

14.774 45.500 1.00 26.67 4-2A 

13.715 44.991 1.00 25.62 4-2A 

12.931 45.817 1.00 25.53 4-2A 

13.291 47.201 1.00 25.82 4-2A 

11.914 45.291 1.00 25.59 4-2A 

14.917 49.926 1.00 26.54 4-2A 

16.085 50.528 1.00 26.66 4-2A 

17.420 50.551 1.00 26.17 4-2A 

17.452. 49.404 1.00 26.31 4-2A 

16.179 49.355 1.00 26.30 4-2A 

18.425 49.565 1.00 25.84 4-2A 

17.713 49.505 1.00 25.90 4-2A 

16.370 49.394 1.00 26.52 4-2A 

13.877 50.027 1.00 26.97 4-2A 

14.325 50.732 1.00 26.51 4-2A 

15.740 51.093 1.00 27.62 4-2A 

13.725 51.140 1.00 26.04 4-2A 

14.431 51.909 1.00 26.80 4-2A 

15.782 52.312 1.00 27.44 4-2A 

16.439 51.892 1.00 27.46 4-2A 

19.647 49.683 1.00 24.48 4-2A 

15.436 49.375 1.00 27.32 4-2A 

18.372 49.744 1.00 25.80 4-2A 



REMARK 1 kin_16dpb molecule B 
REMARK r= 0.2114 free_r= 0.2639 

REMARK rmsd bonds= 0.006712 rmsd angles= 1.32262 
REMARK B rmsd for bonded mainchain atoms= 1.570 target= 1.5 
REMARK B rmsd for bonded sidechain atoms= 2.570 carget= 2.0 
REMARK B rmsd for angle mainchain atoms= 2.729 target= 2.0 
REMARK B rmsd for angle sidechain atoms= 3.936 targets 2 5 

REMARK sg= P2(1)2(1)2{1) a= 69.48 b= 79.54 c= 158.98 alpha= 90. beta= 90. gamma= 90. 
remark reflection file= k2a.cv y 
REMARK B-correctxon resolution: 6.0 - 2.5 
REMARK FXLENAME= 0 k xn_ .1 6dpb . pdb D 



ATOM 


788 


N 


GLU 


116 


39.151 


9.227 


52 . 663 


1.00 


8.87 


B 


ATOM 


789 


CA 


GLU 


116 


39.430 


10.450 


51.915 


1.00 


8.17 


B 


ATOM 


790 


CB 


GLU 


116 


39.921 


11.534 


52.868 


1.00 


8.92 


B 


ATOM 


791 


CG 


GLU 


116 


38.920 


11.894 


53.939 


1.00 


12.15 


B 


ATOM 


792 


CD 


GLU 


116 


39.349 


13.091 


54.738 


1.00 


15.35 


B 


ATOM 


793 
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.00 


25^85 


ADP 


ATOM 


2651 


C4 


ADP 


2600 


48. 803 


4.199 


52 .972 


1, 


,00 


23.75 


ADP 


ATOM 


2879 


CI 


5-2b 


1 


40.179 


14. 530 


46.990 


1. 


00 


27.45 


5-2b 


ATOM 


2880 


C2 


5-2b 


1 


41.169 


13 . 921 


47 .825 


1. 


00 


31.74 


5-2b 


ATOM 


2881 


C3 


5-2b 


1 


42.197 


13 .109 


47 .246 


1. 


00 


26.68 


5-2b 


ATOM 


2882 


C4 


5-2b 


1 


42.197 


12.949 


45.832 


1. 


00 


25.21 


5 -2b 


ATOM 


2883 


C5 


5-2b 


1 


41.213 


13 . 549 


44 .997 


1. 


00 


25.57 


5 -2b 


ATOM 


2884 


C6 


5-2b 


1 


40.174 


14.358 


45!564 


1. 


00 


26.52 


5-2b 


ATOM 


2885 


C7 


5-2b 


1 


41.159 


14.149 


49.287 


1. 


00 


39.17 


5 -2b 


ATOM 


2886 


N8 


5-2b 


1 


40.043 


13.644 


50.068 


1. 


00 


32.24 


5-2b 


ATOM 


2887 


C9 


5-2b 


1 


39.077 


14.446 


50.550 


1. 


00 


31.10 


5-2b 


ATOM 


2888 


N10 


5-2b 


1 


39.335 


15.753 


50.627 


1. 


00 


35.90 


5 -2b 


ATOM 


2889 


Cll 


5-2b 


1 


40.586 


16.353 


50.204 


1. 


00 


43.34 


5-2b 


ATOM 


2890 


C12 


5 -2b 


1 


41.575 


15.550 


49.725 


1. 


00 


51.84 


5 -2b 


ATOM 


2891 


013 


5-2b 


1 


43.103 


12.325 


45.318 


1. 


00 


22.27 


5 -2b 


ATOM 


2892 


C14 


5-2b 


1 


43.049 


15.950 


49.559 


1. 


00 


69.59 


5 -2b 


ATOM 


2893 


015 


5 -2b 


1 


43.510 


17.255 


49.536 


1. 


00102.78 


5 -2b 


ATOM 


2894 


C16 


5 -2b 


1 


44.900 


17.802 


49.405 


1. 


00 


94.24 


5-2b 


ATOM 


2895 


C17 


5 -2b 


1 


44.910 


19.338 


49.209 


1. 


00 


96.86 


5-2b 


ATOM 


2896 


C18 


5 -2b 


1 


40.562 


17.864 


50.356 


1. 


00 


41.39 


5 -2b 


ATOM 


2897 


019 


5-2b 


1 


43.806 


15.026 


49.427 


1. 


00 


72.75 


5 -2b 


ATOM 


2898 


S20 


5-2b 


1 


37.588 


13.867 


51.069 


1. 


00 


18.63 


5-2b 


END 
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FIGURE 5 
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HGURE9(Seq.ID#l) 



MASQPNSSAK 

VECDPVRKEV 

VYRSVVCPIL 

PNEEYTWEED 

LEIYNEELFD 

EITVHNKDEV 

VTIHMKETTI 

RAREAGNINQ 

QDSLGGRTRT 

NKPEVNQK 



KKEEKGKNIQ 
SVRTGGLADK 
DEVIMGYNCT 
PLAGHPRTL 
LLNPSSDVSE 
YQTT.EKGAAK 
DGEELVKIGK 
SLLTLGRVIT 
SIIATISPAS 



WVRCRPFNL 
SSRKTYTFDM 
IFAYGQTGTG 
HQIFEKLTDN 
RLQMFDDPRN 
RTTAATLMNA 
LNLVDLAGSE 
ALVERTPHVP 
LNLEETLSTL 



AERKASAHSI 
VFGASTKQED 
KTFTMEGERS 
GTEFSVKVSL 

KRGVIIKGLE 

YSSRSHSVFS 
NIGRSGAVDK 

YRESKLTRIL 
EYAHRAKNIL 
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FIGURE 10 

115(M), 116(E), 117(G), 118(E), 119(R); 

127(W), 130(D), 132(L), 133(A), 134(G), 136(1), 137(P); 

160(L); and 

211(Y). 214(L), 215(E), 217(G), 218(A), 221(R), 239(F). 
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FIGURE 11 



025 uM KSP vs [Compound 5-2b] In 1 mM A DP 
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0,25 uM KSP vs [Compound 5-2b] minus nucleotide 
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FIGURE 12 
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025 uM KSP vs [Compound 8-1] In 1 mM ADP 
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FIGURE 13 
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040202.cab: 0.25 UVI KSPvs [Compound 1-7] fn 1 mM ADP 
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